LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc :

ALS Vvial : 12 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 M\Methods\8270-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39264.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.775 245 253 263 rVB 106080 187543 1.68% 0.320%
2 5.010 285 293 302 rVB 962398 1365365 12.24% 2.331%
3 5.475 366 372 380 rBV 2624545 3626760 32.51% 6.193%
4 7.081 636 645 660 rBV 1564558 2644088 23.70%  4.515%
5 7.916 778 787 793 rBV 822251 1253387 11.24% 2.140%

6 7.981 793 798 804 rVV 205520 308557 2.77%
7 8.134 819 824 835 rVB 74391 129044 1.16%
8 9.086 979 986 996 rBV 2719230 4299333 38.54%
9 9.222 1002 1009 1023 rVB 164035 300255 2.69%
10 10.504 1222 1227 1239 rBV 80841 169517 1.52%

OO NOO
w
s
=
R

11 10.728 1256 1265 1270 rBV 988810 1672715 15.00%
12 10.775 1270 1273 1281 rVB 150129 247342 2.22%
13 11.280 1351 1359 1372 rBV 174062 393723 3.53%
14 11.386 1372 1377 1383 rVB 67310 123954  1.11%
15 13.186 1674 1683 1701 rBV 6268882 9165523 82.16% 15.

UTooOoOoON
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N
R

16 14.563 1909 1917 1923 rBV 1411327 2015333 18.
17 14.627 1923 1928 1936 rVB 154619 240052 2
18 14.851 1961 1966 1977 rBV 204393 364686 3.27%
19 15.280 2034 2039 2050 rBV 237190 502096 4
20 15.921 2141 2148 2158 rVB 518623 692059 6
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N
w
R

21 16.051 2160 2170 2180 rBV 4558895 6638466 59.51% 11.
22 16.580 2252 2260 2264 rBV 59341 113068 1.01%
23 17.309 2378 2384 2388 rBV 1605417 2148303 19.26%
24 17.351 2388 2391 2397 rVB 181314 239454  2.15%
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25 18.204 2531 2536 2546 rBV 401108 673183  6.03% 150%
26 18.603 2600 2604 2615 rBV2 99340 279763 2.51% 0.478%
27 18.856 2643 2647 2654 rBV 159241 186190 1.67% ©.318%
28 19.374 2730 2735 2741 rBV2 241208 327503 2.94%  ©.559%
29 19.480 2749 2753 2763 rBV2 234462 378859 3.40% 0.647%
30 19.621 2772 2777 2785 rVB 746356 866304 7.77% 1.479%
31 19.833 2809 2813 2819 rBV 285189 336858 3.02% ©.575%

32 19.933 2824 2830 2836 rBV 9337809 11155108 100.00% 19.048%

33 21.197 3038 3045 3054 rBV5 376147 822582  7.37% 1.405%
34 21.492 3090 3095 3100 rBV 1720057 2210793 19.82% 3.775%
35 23.903 3499 3505 3513 rVB2 1252491 2484429 22.27% 4.242%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS Vvial : 12 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_M\Methods\8270-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 58562195
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 31 Mar 2023 21:50
: CG/IU
. 02104-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
BM039264.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM039264.D\data.ms
8000000
6000000
4000000
5.475 9.086
2000000 7.081
5.010 7916 10.728
4.775}\ 7[\%134 222 10.5@6&775 112886
0 \‘\\\\’\\\\’\\\f’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\J\L\\‘\\\\‘\\\\/‘\\7\\\‘\\\\‘\\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM039264.D\data.ms
19.933
8000000
13.186
6000000
16.051
4000000
2000000 14.563 17.309
15.9 19.621
14 62z85115.280 > 16580 171351 18204 g 6@@856 56 1992809833
o e e e e e
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19. 00 19.50 20.00 20.50
Abundance TIC: BM039264.D\data.ms
8000000
6000000
4000000
21.492
2000000 23.903
21.197
0 \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25,50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Butanoic acid, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.775 2.99 ng 187543  1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 40
4 Butanoic acid 88 C4H802 000107-92-6 40
5 Heptanoic acid 130 C7H1402 000111-14-8 39
Abundance Scan 253 (4.775 min): BM039264.D\data.ms (-245) (-) m/z 59.95 100.00%
60.0
5000
87.0 e ARAREERRR R
38‘ 4.40 4.60 4.80 5.00
Ol b 2279 2069 s 43,00 36.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 L L I B AL B

4.40 4.60 4.80 5.00
87.0 m/z 41.00  33.55%

27.0 ‘ ‘
\\\‘\‘\‘\\U\\\WH\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9149: Hexanoic acid
60.0

4.40 4.60 4.80 5.00

o

5000 m/z 45.00 21.68%
27.0 87.0
0 "“H"UHHMH"H‘\““H‘“H‘“‘H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9226 Pentanoic acid, 3-methyl- R S RBERARAREY S
60.0 4.40 4.60 4.80 5.00

m/z 87.00 19.81%

5000
87.0
Tl |
0 \\‘N‘JM\\\ 1150

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.0106 21.79 ng 1365370  1,4-Dichlorobenzene-d4 7.916

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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 17
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 293 (5.010 min): BM039264.D\data.ms (-285) (-) m/z 43.00 100.00%

43.0
5000
101.0

T
4.60 4.80 5.00 5.20 5.40

ol “w‘; ool 1349 2080 2804 /7 59.00  60.05%

miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 22.60%
O T T \‘ ‘\h ‘ \ 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  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e e
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 58.00 15.88%
\H | 126.0
0 “J‘M —— P P
Miz--> 50 100 150 200 250
Abundance #9187: 4-Hydroxy-3-hexanone RERRNREEES R R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.80%
5000
29.0
| “ ‘ 116.0
ol b - T T
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.981 4.92 ng 308557 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 78
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 53
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53

Abundance Scan 798 (7.981 min): BM039264.D\data.ms (-793) (-) m/z 57.05 100.00%

57.0
5000 //L
83.0 R e e AREE
‘ ‘ ‘ 112.0 7.60 7.80 8.00 8.20 8.40
Ob bl L 11201468 2069 .., 41 00 38.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 U L L R
7.60 7.80 8.00 8.20 8.40
29.0 83.0 m/z 43.05 30.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
R e e
7.60 7.80 8.00 8.20 8.40
5000 m/z 55.00 26.62%
29.0
“ H 83.0 112.0
0 H‘_u‘“‘Hw‘JWWHM‘HHLW“}?%Q‘_‘H“H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl- R aaant e ol
57.0 7.60 7.80 8.00 8.20 8.40
m/z 70.10  20.55%
5000
29.0 ‘ 83.0
o N > OO () (U | S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 D-Limonene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.134 2.06 ng 129044  1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH16 005989-27-5 98
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 94
3 Limonene 136 C1@H16 000138-86-3 93
4 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C1OH16 003760-14-3 86
5 Cyclohexene, 1-methyl-5-(1-methy... 136 C1@H16 013898-73-2 81
Abundance Scan 824 (8.134 min): BM039264.D\data.ms (-819) (-) m/z 67.95 100.00%
68.0

.

5000
121.0 R EEEE e e
39.0 \ \ ] 1 \
H ‘ M m ‘ ‘ 280 7.80 8.00 8.20 8.40
Ol Wbl L 289 m/z 67.08 75.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18009: D-Limonene
68.0
5000 U L B L B
121.0 7.80 8.00 8.20 8.40
' m/z 92.95 66.01%
4%0\‘\ | ‘H H\ \‘ ‘
O’HH}”H‘\“\“\“H“‘\H\“\‘1\\“‘\\H“HH‘HH‘HH‘\H.\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)

-

68.0
7.80 8.00 8.20 8.40
5000 m/z 79.00 36.24%
39.0
07.0
L mseo
0 18 S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17995: Limonene  BamanmataE
68.0 7.80 8.00 8.20 8.40
m/z 94.00 25.84%
5000
39.0 ‘ 121.0
A X
m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Hexanoic acid, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.222 4.79 ng 300255 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 59
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 47
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
Abundance Scan 1009 (9.222 min): BM039264.D\data.ms (-1002) (-) m/z 73.00 100.00%
73.0
5000
41.0
101.0 T T
‘ ‘ ‘ ‘ 8.80 9.00 9.20 9.40 9.60
Obrree e b L L J120 2089 g7 05 g4.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 [T T T T T
41.0 8.80 9.00 9.20 9.40 9.60
101.0 m/z 41.00 34.97%
0 \%L\g‘.\d\‘\ ‘\\“\\\‘!]‘-\2\9\.\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35335: Heptanoic acid, 2-ethyl-
88.0
e
8.80 9.00 9.20 9.40 9.60
5000 m/z 57.05 30.14%
41.0
0 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24164: 2-Ethyl-4-methylpentanoic acid R aREseEEE TR
73.0 8.80 9.00 9.20 9.40 9.60
m/z 55.00  23.83%
5000 41.0
101.0
LR A% OSSR O P L S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.504 2.03 ng 169517 Naphthalene-d8 10.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 80
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 80
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 59
4 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 50
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 47

Abundance Scan 1227 (10.504 min): BM039264.D\data.ms (-1222) (- m/z 57.10 100.00%
57.1

Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 10.50

m/z 95.00  20.29%

95.0 R \
10.50
Obrrrrrm w“‘hu wmuu u“l““ pu“:““ bttt 2079 7 44.95  88.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — ‘
29.0 10.50
m/z 41.00 40.64%
‘ 87.0
O TTT ‘ \‘H“\‘\“‘H‘\ T H\ \‘1‘\“ \“\‘\ T }‘f TTT ‘]\-\3\2\.‘0\ TTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T [
10.50
5000 ITI/Z 75.00 20.29%
29.0
L bl
A T T~
miz--> 20 40 60 80 100 120 140 160 180 200

5000
89.0

P

19. ‘ m 119.0 144,
o190 | Jero | 1901as0 el

m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 7 Benzeneacetic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.280 4.71 ng 393723  Naphthalene-d8 10.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 86
3 Benzeneacetic acid, 2-methylprop... 192 C12H1602 000102-13-6 72
4 Benzeneacetic acid, heptyl ester 234 C15H2202 039736-25-9 64
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 64
Abundance Scan 1359 (11.280 min): BM039264.D\data.ms (-1351) (- | m/z 91.00 100.00%
91.0
5000
135.9
— =
39.0 65"0 ‘ 11.00 11.50
Obrerehitetl et 2139 L 20807 135,95 28.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18695: Benzeneacetic acid
91.0
5000 11.00 1150
136.0 : : -
65.0 m/z 92.00 18.88%
41'\0\\ \“ \\‘ |
O‘\\\\‘\\\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55635: Propanedioic acid, phenyl-
91.0
et ==
11.00 11.50
5000 m/z 65.00 16.26%
136.0
65.0
44.0
S ORI NSRS W X £ 1 SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #66687: Benzeneacetic acid, 2-methylpropyl ester pracaesy =
91.0 11.00 11.50
m/z 39.00 8.57%
5000
57.0 136.0 kwwkmﬁm%ﬁkﬁwwwwuww
020 L amo e s
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 9 1H-Benzotriazole, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.851 3.62 ng 364686  Acenaphthene-d10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
3 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 72
4 1H-Indol-4-o0l 133 C8H7NO 002380-94-1 70
5 Benzene, 1l-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 58
Abundance Scan 1966 (14.851 min): BM039264.D\data.ms (-1961) (- | m/z 103.95 100.00%
104.0
133.0
51.0
e —
14.50 15.00
o e 2990 2090 7 133,00 62.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16851: 1H-Benzotriazole, 4-methyl-
104.0
133.0
5000 = P
77.0 14.50 15.00
51.0 m/z 77.80 40.51%
270\‘ ‘H\ T ‘\
0 H\‘\“\H“HH“H\ ’\\\\‘H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16861: 1H-Benzotriazole, 5-methyl-
104.0 133.0
= S
14.50 15.00
5000 m/z 78.00 38.00%
78.0
51.0
27\\.0\\‘ ‘H | | H
Ot el b el e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16910: 2H-Indol-2-one, 1,3-dihydro- - B
104.0 14.50 15.00
133.0 m/z 50.95 29.71%
5000
78.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 10 1H-Benzotriazole, 5-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.280 4.98 ng 502096  Acenaphthene-d10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
3 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 74
4 Benzene, 1-azido-2-methyl- 133 C7H7N3 031656-92-5 64
5 1H-Indol-4-0l 133 C8H7NO 002380-94-1 53
Abundance Scan 2039 (15.280 min): BM039264.D\data.ms (-2034) (- | m/z 103.95 100.00%
104.0
- /\¥ /L
51.0 — —
‘H ‘ 13B.0 ( 15.00 15.50
ol bl L TP 169.0 2090 2804 /7 132,95 55.88%
miz-> 50 100 150 200 250
Abundance #16856: 1H-Benzotriazole, 4-methyl-
104.0
5000 1500 1550
51.0 . .
m/z 77.00  38.39%
134.0
0 \\‘\“‘\ %
miz--> 50 100 150 200 250
Abundance #16857: 1H-Benzotriazole, 5-methyl-
104.0
S —
15.00 15.50
5000 51.0 m/z 78.00 33.49%
134.0
0 1‘5'9\‘\\‘ “L : ““ ‘:ﬁ\‘ - — e
miz--> 50 100 150 200 250
Abundance #16910: 2H-Indol-2-one, 1,3-dihydro- = —
104.0 15.00 15.50
m/z 50.95 24.13%
5000
51.0
‘ ‘ 134.0
IR Y S it SN =
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 11 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.921 6.87 ng 692059  Acenaphthene-di10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
5 Benzilamide 227 C14H13NO2 004746-87-6 47
Abundance Scan 2148 (15.921 min): BM039264.D\data.ms (-2141) (- | m/z 104.95 100.00%
105.0
5000 182.0 /\
51.0 1S
16.00
151.9
b 4 T N 2808 /7 77.00 69.35%
miz-> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 1
16.00
510 m/z 182.00  49.32%
152.0
O\\‘\‘\}\\”M\\‘\\\\“‘\\\H\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance  #30106: Benzenecarbothioic acid, S-methyl ester
105.0
e
16.00
5000 m/z 50.95 24 .64%
51.0
152.0
owhwlwwm“ — e e
miz--> 50 100 150 200 250
Abundance #32010: Acetophenone, 2-chloro- =
105.0 16.00
m/z 50.00 8.37%
5000
51.0
0140 I \‘ - 1540
e e — =
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 12 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.203 6.27 ng 673183  Phenanthrene-di10 17.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Isopropyl palmitate 298 C19H3802 000142-91-6 58

Abundance Scan 2536 (18.204 min): BM039264.D\data.ms (-2531) (- | m/z 73.00 100.00%
e

73.0
5000
129.0
390
50

213.1 T
171.1 ‘ 256.1 18.00 18.50
.

\ 341.

0 ‘\\h“‘\ ‘M\‘w “L’“ ‘L “w\‘ e m/Z 59.95 81.8700

mi/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT T L
18.00 18.50
171.0 213.0 256.0 m/z 43.05 79.20%
O' 4 ‘1‘”“\“} \"“\ \‘\‘\“ \“\‘\\“‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0

18i00 18.50
5000 m/z 55.00 65.52%
129.0
29. 185.0 228.0
0 Lﬁm ‘HM“ \\‘H‘L “M‘\‘ H} “ T \‘ \u“ “\‘ \‘ — ‘\‘ R B
m/z--> 50 100 150 200 250 300

Abundance #92069: Tridecanoic acid 1
73.0 18.00 18.50

m/z 57.05 63.96%

5000 129.0
29. 171.0
‘ 214.0
L \\m“\ \‘\\H‘ h} “ ’h‘ L ‘ ‘\
50

T T
100 150 200 250 300 18.00 18.50

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 13 Adipic acid, cyclohexyl iso... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.604 2.60 ng 279763  Phenanthrene-di10 17.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, cyclohexyl isobutyl... 284 C16H2804 1000324-25-8 64
2 Adipic acid, butyl trans-2-methy... 298 C17H3004 1000324-74-6 64
3 Adipic acid, 2-ethylcyclohexyl i... 312 C18H3204 1000324-22-5 64
4 Hexanedioic acid, bis(1-methylpr... 258 C14H2604 038447-22-2 59
5 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 59

Abundance Scan 2604 (18.603 min): BM039264.D\data.ms (-2600) (- | m/z 129.00 100.00%
129.

29.0
5000 185.0
57.0
h“‘\ \‘\} |

—
| ‘ | 231.0 355.( 18.50 19.00
bl ) 12810 2810 3850 ) 185 6p  51.09%

miz--> 50 100 150 200 250 300 350
Abundance #178624: Adipic acid, cyclohexyl isobutyl ester
129.0

5000 1
1850 18.50 19.00
' m/z 57.00 26.97%

41.0 83.0
T \‘ ‘M\ ‘\ \“‘\ }h \‘ T \““\ T \‘\ ‘“ \‘ LI ‘ T T T T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #196872: Adipic acid, butyl trans-2-methylcyclohexyl este
129.0

185.0 -
18.50 19.00
5000 m/z 41.00  26.78%

55.0
m/z--> 50 100 150 200 250 300 350

Abundance #214510: Adipic acid, 2-ethylcyclohexyl isobutyl ester —
129.0 18.50 19.00

m/z 110.90  21.24%

5000 185.0
81.0
ao || | 280
H

oL— ‘H‘ \L “u‘\ il I |

m/z--> 50 100 150 200 250 300 350 18.50 19.00

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 14 Butyl citrate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.374 3.05 ng 327503  Phenanthrene-d10 17.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C1l6H10 000206-44-0 64
2 Butyl citrate 360 C18H3207 000077-94-1 60
3 Adipic acid, isobutyl trans-2-me... 298 C17H3004 1000324-74-5 50
4 Tributyl acetylcitrate 402 C20H3408 000077-90-7 50
5 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 49
Abundance Scan 2735 (19.374 min): BM039264.D\data.ms (-2730) (- | m/z 184.95 100.00%
184.9
129.0
57.0
5000
— ——
| 259.1 19.00 19.50
ol et d ol “ 2229 - 280 m/z 129.00  82.78%
miz--> 50 100 150 200 250 300 350
Abundance #78088: Fluoranthene
202.0
5000 — A
19.00 19.50
m/z 202.00 74.34%
101.0
oL 630 " 1500 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
— —r—
129.0 19.00 19.50
5000 m/z 57.05 53.91%
41.0 259.0
87.0
ol u‘w‘“ b L 360
m/z--> 50 100 150 200 250 300 350
Abundance #196891: Adipic acid, isobutyl trans-2-methylcyclohexyl e “ o
129.0 19.00 19.50
m/z 41.00  28.29%
5000
185.0
55.0
Lo 2250
Y BPTE EVEW ET A B e - M
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 15 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.480 3.43 ng 378859  Chrysene-d12 21.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76

Abundance Scan 2753 (19.480 min): BM039264.D\data.ms (-2749) (- m/z 73.00 100.00%
73.

3.0
5000 129.0
o 2aa 284.1 19.50
39,0 ‘ ‘ : :
- w‘h‘“ | I ‘L b 3280 hyz 43010 92.11%
m/z--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
1290 284.0
500071 28.0 1
1850 241.0 19.50
m/z 59.95 79.85%
0! w‘u‘\‘m} H“‘ ” ‘L N “ | ““ I ‘\‘ : “‘ -
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
R
19.50
5000 129.0 ITI/Z 57.05 78.29%
29.
199.0 242.0
ol LA oot |, [
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.00 66.92%
5000
129.0
29. 185.0 228.0
0 . ““ {M‘\‘H} “ ‘ \‘\u“ “\‘ \‘ — \‘ L aman e . ‘ .
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 16 Adipic acid, 2-hexyl isobut... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.621 7.84 ng 866304  Chrysene-di12 21.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 81
2 Adipic acid, 2-hexyl isobutyl ester 286 C16H3004 1000353-70-9 78
3 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 72
4 Adipic acid, isobutyl 3-pentyl e... 272 C15H2804 1000324-60-4 64
5 Adipic acid, 2,4-dimethylpent-3-... 300 C17H3204 1000349-77-6 64
Abundance Scan 2777 (19.621 min): BM039264.D\data.ms (-2772) (- | m/z 185.00 100.00%
185.0
129.0
5000
57.0 T ‘ T T ‘ T
‘ ‘ 259.1 19.50 20.00
bbb 12210 | 8269 150 60 77.74%
miz--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000 —~— o
19.50 20.00
41.0 250.0 m/z 57.05 25.33%
O\‘\‘\“““\\\\ }‘\““\\\\‘\\\\‘1\\\’\\\\3‘6\1.\'
miz--> 100 150 200 250 300 350
Abundance #181341.Admk:add,2¢mxstobuwIeﬁer
129.0
19.50 20.00
m/z 41.00 21.09%
5000 185.0
57.0
S T I S O
m/z--> 50 100 150 200 250 300 350
Abundance #163264: Adipic acid, butyl 3-pentyl ester —— ——
129.0 19.50 20.00
185.0 m/z 111.00  12.40%
5000
55.0
N O O P N N Sl
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_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 17 2-Butenedioic acid (E)-, bi... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.833 3.05 ng 336858 Chrysene-d12 21.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenedioic acid (E)-, bis(2-e... 340 C20H3604 000141-02-6 91
2 Fumaric acid, butyl 2-ethylhexyl... 284 C16H2804 1010339-13-8 72
3 Fumaric acid, 2-ethylhexyl penty... 298 C17H3004 1000339-13-9 64
4 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 64
5 Fumaric acid, ethyl 2-ethylhexyl... 256 C14H2404 1000339-13-5 53
Abundance Scan 2813 (19.833 min): BM039264.D\data.ms (-2809) (- | m/z 70.05 100.00%
70.0
P e
‘ L650 21‘1'1 19.50 20.00
ol A ML) 1650 [ 2691 3249 o Tos o5 74.67%
miz--> 50 100 150 200 250 300 350
Abundance #248648: 2-Butenedioic acid (E)-, bis(2-ethylhexyl) ester
70.0 112.0
5000 = =
19.50 20.00
211.0 m/z 55.00  47.06%
02\9‘\%‘ ““‘\ i \“\ “‘ M‘\ = ‘1\67\(\)\ T e T \2\8\3\0‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #178618: Fumaric acid, butyl 2-ethylhexyl ester
70.0
P P
19.50 20.00
5000 1120 . m/z 100.00  43.95%
211.0
o L L
ol L L e
m/z--> 50 100 150 200 250 300 350 /\
Abundance #196817: Fumaric acid, 2-ethylhexyl pentyl ster ‘ {MJ\‘ —
70.0 19.50 20.00
m/z 71.05 42.71%
5000 112.0
169.0
211.0
eoq |||
ik 10 S P Y SRR P V| V' S O
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_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 18 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.197 7.44 ng 822582  Chrysene-di2 21.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 1-Hexacosene 364 C26H52 018835-33-1 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 3045 (21.197 min): BM039264.D\data.ms (-3038) (- | m/z 57.05 100.00%

57.0
5000
111.1

‘ 2391 2100 2150
obd " M‘ LheT0 | | 0013550 4160 488! ;55 g 91.84%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — —
21.00 21.50
111.0 m/z 43.00 91.03%
0 \‘m V ‘J‘ ,167.0 223.0 280.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
—— —
21.00 21.50
5000 111.0 m/z 83.05 84.10%

0 \‘ | \“ ‘\ ‘ 1\1i6.7 0 238 0292 O 364 0
\u‘\u IR e e A
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #282680: Pentafluoropropionic acid, pentadecyl ester R ‘
57.0 21.00 21.50

m/z 69.00 80.80%

210.0
‘\ | ‘\ H‘ b | 356.0

0 ‘m“‘kiq‘uu‘w‘u"1“w“““H““‘w“““u“

7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39264.D

Acqg On : 31 Mar 2023 21:50
Operator : CG/JU

Sample : 02104-05

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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|
Butanoic acid, 4.775 3.0 ng 187543 1  7.916 1253390 20.0
2-Pentanone, 4-... 5.010 21.8 ng 1365370 1  7.916 1253390 20.0
1-Hexanol, 2-et... 7.981 4.9 ng 308557 1 7.916 1253390 20.0
D-Limonene 8.134 2.1 ng 129044 1 7.916 1253390 20.0
Hexanoic acid, ... 9.222 4.8 ng 300255 1 7.916 1253390 20.0
Ethanol, 2-(2-b... 10.504 2.0 ng 169517 2 10.727 1672720 20.0
Benzeneacetic acid 11.280 4.7 ng 393723 2 10.727 1672720 20.0
1H-Benzotriazol... 14.851 3.6 ng 364686 3 14.563 2015330 20.0
1H-Benzotriazol... 15.280 5.0 ng 502096 3 14.563 2015330 20.0
Benzophenone 15.921 6.9 ng 692059 3 14.563 2015330 20.0
n-Hexadecanoic ... 18.203 6.3 ng 673183 4 17.309 2148300 20.0
Adipic acid, cy... 18.604 2.6 ng 279763 4 17.309 2148300 20.0
Butyl citrate 19.374 3.0 ng 327563 4 17.309 2148300 20.0
Octadecanoic acid 19.480 3.4 ng 378859 5 21.491 2210790 20.0
Adipic acid, 2-... 19.621 7.8 ng 866304 5 21.491 2210790 20.0
2-Butenedioic a... 19.833 3.0 ng 336858 5 21.491 2210790 20.0
5-Eicosene, (E)- 21.197 7.4 ng 822582 5 21.491 2210790 20.0
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