LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

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_ F\Methods\8270-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132550.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.631 300 305 310 rBV 1036787 1069662 10.21% 2.305%
2 5.225 403 406 414 rVB 413882 458874 4.38% 0.989%
3 5.625 470 474 483 rVB 2350995 2082405 19.89% 4.488%
4 6.619 638 643 651 rBVY 1567836 1399454 13.36% 3.016%
5 7.001 704 708 711 rBV 1132367 890473 8.50% 1.919%
6 7.566 799 804 807 rBV 2785561 2555598 24.40% 5.508%
7 7.807 811 845 848 rBV 1969570 10472095 100.00% 22.569%
8 8.290 923 927 929 rBV 1388067 1142541 10.91% 2.462%
9 8.437 945 952 956 rvv 333307 652306 6.23% 1.406%
10 8.489 956 961 965 rvv2 489151 727393 6.95% 1.568%
11 8.566 965 974 979 rVB4 337361 614526 5.87% 1.324%
12 8.672 979 992 995 rBV3 615708 1284962 12.27% 2.769%
13 8.707 995 998 999 rVWv2 299192 329354 3.15% 0.710%
14 8.731 999 1002 1005 rVB 564885 454267 4.34%  0.979%
15 9.366 1106 1110 1113 rBV 5348067 4509308 43.06% 9.718%

16 10.048 1223 1226 1230 rBV 1613908 1325744 12.66%
17 10.413 1285 1288 1295 rBV2 84627 109521 1.05%
18 10.766 1342 1348 1351 rBV 237028 214586 2.05%
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R

19 10.842 1357 1361 1365 rBV 3247216 3229836 30.84% 961%
20 11.542 1476 1480 1484 rBV 1585652 1407127 13.44% 033%
21 12.060 1564 1568 1572 rBV 929113 858799 8.20% 1.851%
22 12.448 1630 1634 1637 rBV 333289 268655 2.57% ©.579%
23 12.613 1655 1662 1669 rVB 239175 264555 2.53% ©.570%
24 12.772 1683 1689 1694 rBV 661430 706260 6.74% 1.522%
25 12.848 1699 1702 1709 rVV2 239806 306660 2.93% 0.661%

26 12.936 1713 1717 1720 rVV 1902959 1584780 15.13%  3.415%
27 12.995 1724 1727 1734 rVB 93310 115284 1.10% ©.248%
28 13.136 1746 1751 1755 rBV 4885719 4908926 46.88% 10.580%
29 14.030 1899 1903 1918 rBV 275458 491510 4.69% 1.059%
30 14.201 1928 1932 1937 rBV 1004587 869264 8.30% 1.873%

31 15.066 2075 2079 2084 rVB 170695 172687 1.65% ©.372%
32 15.754 2190 2196 2206 rVB 719343 922860 8.81% 1.989%

Sum of corrected areas: 46400272
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 27 Feb 2023 13:50
: CG\JU
. 01641-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
BF132550.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF132550.D\data.ms

7.566

5.625
7.807
6.619

4.631 7.001

5.225

3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF132550.D\data.ms

9.366 13.136

10.842

12.936

0
Time-->

290 10.048 11.542
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8 87231 12.772
8.4 707 12.4.
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Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF132550.D\data.ms

14.201
15.754
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 1 3-Hexen-2-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.631 24.02 ng 1069660 1,4-Dichlorobenzene-d4 7.001

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H1e0 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 305 (4.631 min): BF132550.D\data.ms (-300) (-) m/z 83.00 100.00%
55.0 83.0
5000
43.0 98.0
 EAEmmEEE RS
4.40 4.60 4.80 5.00
W\ u‘\ 67.0 | o
o1t e m/z 55.00 87.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 L L I L L B N B
98.0 4.40 4.60 4.80 5.00
15.0 m/z 43.00 35.94%
O.
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
R AmE N ARRRE RN
4.40 4.60 4.80 5.00
5000 43.0 66,0 m/z 98.00 34.73%
29.0 '
‘ 67.0
0 H\‘m\‘H}1‘m‘H‘\H\N;1\‘HH‘Hm‘\lu‘uu“uu
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)-  EAEmmEEEE S
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.00 24.64%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘wHH“m:;1”‘;‘;‘:1“m‘“;kulu_uu_m SRS | WS —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.225 10.31 ng 458874  1,4-Dichlorobenzene-d4 7.001

Hit# of 5 Tentative ID MW MolForm CAS# 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 17
3 Guanidine 59 CHS5N3 000113-00-8 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 406 (5.225 min): BF132550.D\data.ms (-403) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 ‘,‘k‘
| “ 83.0 5.00 5.20 5.40 5.60 ]
0t et e e e e e e m/z 59.00 62.17%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI L B
59.0 5.00 5.20 5.40 5.60
m/z 101.00 21.46%
0 27\\.\ Ll o 830 tol.0
H‘HH‘\\H‘HH‘HH‘HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R ARREEEEE
5.00 5.20 5.40 5.60
5000 410 m/z 58.00 14.53%
. =Y 1260 1420
R Eam B e A RRAARSENRY
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #297: Guanidine R RAENAREENEE SR
430 599 5.00 5.20 5.40 5.60
m/z 41.00 8.54%
5000
28.0
0H‘m‘!““m“mwuH}HH‘mwm‘mWm‘mwm“m‘mw
m/z--> 20 30 40 50 60 70 80 90 100110120130140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 3 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.807 183.31 ng 10472100  Naphthalene-d8 8.290

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 59
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 50
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
Abundance Scan 845 (7.807 min): BF132550.D\data.ms (-811) (-) m/z 72.95 100.00%
5000
41.0
101.0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
I ‘ ‘ 7.40 7.60 7.80 8.00 8.20
ob el L 11290 1521y, g e 80.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 BEEEEEREEE AR RN
41.0 7.40 7.60 7.80 8.00 8.20
101.0 m/z 41.00 31.88%
miz--> 80 100 120 140 160
Abundance #9193.Aceﬂcadd,meﬂwk
43.0 88.0
RERREE e D
7.40 7.60 7.80 8.00 8.20
5000 m/z 57.05 31.11%
71)0
260 || |
o) oY PR | S O —
m/z--> 20 40 60 80 100 120 140 160
Abundance #35335: Heptanoic acid, 2-ethyl- ‘\\\w\\\w\\\q\\Aﬂﬁ%
88.0 7.40 7.60 7.80 8.00 8.20
m/z 55.00 22.55%
5000
41.0
71.0
ol bbb e | A
m/z--> 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 4 unknown8.437 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.437 11.42 ng 652306 Naphthalene-d8 8.290

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 30
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 27
3 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 27
4 Butanoic acid, 3-methyl-, ethyl ... 130 C7H1402 000108-64-5 22
5 1,3-Dioxane, 2-methyl- 102 C5H1002 000626-68-6 22
Abundance Scan 952 (8.437 min): BF132550.D\data.ms (-945) (-) m/z 88.00 100.00%
88.0
43.0
71.0
5000
116.0
‘ ‘ ‘ ‘ M ‘ 157 0 8.20 8.40 8.60 8.80
ool ll L 123893570 e 00 92.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9406: Hydrazine, 1- ethyl -1-(1-methylpropyl)-
870
5000 LU L B I IR B
45.0 8.20 8.40 8.60 8.80
‘ 116.0 m/z 43.85 75.51%
O\\\‘\\\\“H ‘\‘\\\\‘\1\\‘\\\\“\\\\‘\\\\‘\
miz--> 20 60 80 100 120 140 160
Abundance #9325. Butanoic acid, 2-methyl-, methyl ester
88.0
P T
570 8.20 8.40 8.60 8.80 ;
5000 m/z 71.05 60.917%
29.0 ‘
P T 1 T
m/z--> 20 40 60 80 100 120 140 160
Abundance #9353: Thiophene, 2-ethyltetrahydro- N RAn e ARRRRE
87.0 8.20 8.40 8.60 8.80
m/z 57.00 60.43%
5000
116.0
27.0 45.0
m/z--> 20 0 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
¢ ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BF022223.M

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 5 unknown8.489

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
8.489 12.73 ng 727393  Naphthalene-d8 8.290
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602

2 Methyl 2,3,4-tri-O-methyl-6-deox... 220 C1@H2005
3 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602

4 3-Ethyl-4-hydroxy-dihydro-furan-... 130 C6H1003

5 Card-20(22)-enolide, 3-[(2,6-did... 710 C36H54014

030407-41-1 27
072983-16-5 22
000816-16-0 22
1010190-88-4 14
000560-53-2 14

Abundance Scan 961 (8.489 min): BF132550.D\data.ms (-956) (-)
88.0

57.0

5000

m/z 88.00 100.00%

=

8.20 8.40 8.60 8.80

oL, 37 b horo [l 1ees
[ [ [ [ [ [

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
57.0 88.0
5000
29.0
O’\‘\‘\\‘\\\\“\\HH\“\“\\“‘\\\\‘1\2\‘9\.(\)‘\\\\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160 180

Abundance #98231. Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-marn
88.0

5000

45.0
o L 1190 150 1760
etk H190, 1450 1760
m/z--> 20 40 60 80 100 120 140 160 180

m/z 57.00 73.69%

%

T T T
8.20 8.40 8.60 8.80

m/z 71.05 67.47%

=

8.20 8.40 8.60 8.80

m/z 43.00 64.67%

=

Abundance #24231: Pentanoic acid, 2-ethyl-, methy! ester R RARaamaaasaiset
43.0 87.0 8.20 8.40 8.60 8.80
m/z 41.00 56.77%
5000
115.0
0 ,m‘H“w\_m_MMH\lwlﬁ%-p“_”wH
m/z--> 20 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 6 unknown8.566 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.566 10.76 ng 614526  Naphthalene-d8 8.290

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptanoic acid, 2-ethyl-, methyl... 172 C10H2002 000816-63-7 40
2 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 40
3 Butanoic acid, 2-ethyl-2,3,3-tri... 158 C9H1802 038541-67-2 38
4 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 38
5 Pentanoic acid, 2-methyl-, ethyl... 144 C8H1602 039255-32-8 32
Abundance Scan 974 (8.566 min): BF132550.D\data.ms (-965) (-) m/z 87.00 100.00%
87.0
57.1
5000
R mamn R O
39" | ‘ Hm 12‘7-1 - 8.20 8.40 8.60 8.80
0 b el L L3 I 7 m/z 102.08  95.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #47125: Heptanoic acid, 2-ethyl-, methyl ester
87.0
5000 41.0 L L e
8.20 8.40 8.60 8.80
ﬁ;,o 115.0 m/z 71.65 61.88%
S O Y
O \\‘\‘\‘\\\ \\\‘1“\\“\”\‘1‘1\\““\\\‘}‘\}\\“‘1\\\‘\1-\7\2-\0‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #24231: Pentanoic acid, 2-ethyl-, methyl ester
43.0 87.0
PP
8.20 8.40 8.60 8.80
5000 m/z 57.10 57.61%
115.0
69.0 ‘ ‘
0 W\Mu u‘!“ T “! M .- S0 B
m/z--> 20 40 60 80 100 120 140 160
Abundance #35462: Butanoic acid, 2-ethyl-2,3,3-trimethyl- R EBAREREEES S EL S
57.0 102.0 8.20 8.40 8.60 8.80
m/z 41.00 50.72%
5000
29.0
O
L M e e
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 7 unknown8.672 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.672 22.49 ng 1284960  Naphthalene-d8 8.290

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .alpha.-D-Xylofuranoside, methyl... 178 C7H1405 032469-86-6 47
2 Thiophane, propyl- 130 C7H14S 001551-34-4 47
3 Neodecanoic acid 172 C10H2002 026896-20-8 47
4 Heptanoic acid, 2-propyl-, methy... 186 C11H2202 056247-53-1 47
5 Thiophene, 2-ethyltetrahydro- 116 Cé6H12S 001551-32-2 43
Abundance Scan 992 (8.672 min): BF132550.D\data.ms (-979) (-) m/z 87.00 100.00%

87.0
5000
43.0

130.0 N R RENEEREEmas
8.40 8.60 8.80 9.00
\112h 157.1

‘“f‘ et o ASTL Ty 88.ee 67.43%

m/z--> 20 40 100 120 140 160
Abundance #53243: .alpha.- D Xylofuran03|de methyl 2-O-methyl-
87.0

5000 840 5.60 8,50 .00
45.0 4

m/z 43.00  33.84%

m\ M‘ I 11\80 14\70
LI ‘ T T 1T ‘ T T ‘ T \ \ ‘ T T ‘ T T ‘ T \‘\ T ‘ T T ‘ T
m/z--> 20 80 100 120 140 160
Abundance #15591.Thwphane,propyh
87.0

8.40 8.60 8.80 9.00

o

o

5000 m/z 41.00 28.84%
130.0
55.0 ‘ ‘
) 1 R " M S A
m/z--> 20 40 60 80 100 120 140 160
Abundance #46969: Neodecanoic acid AREBmaREE e
87.0 8.40 8.60 8.80 9.00

m/z 130.00  19.40%

410
5000
116.0
150 \ \ H) TS

m/z--> 20 100 120 140 160 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 8 unknown8.707 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.707 5.77 ng 329354  Naphthalene-d8 8.290

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethoxycitronellal 198 C12H2202 1000132-02-6 9
2 Aziridine-2-carbothioamide 102 C3H6N2S 1000189-98-7 7
3 Dihydro-3-(2H)-thiophenone 102 C4H60S 001003-04-9 5
4 2-Propanone, O-methyloxime 87 C4H9NO 003376-35-0 5
5 trans-1-Nitro-1-propene 87 C3H5NO02 017082-05-2 5

Abundance Scan 998 (8.707 min): BF132550.D\data.ms (-995) (-) m/z 102.00 100.00%

102.0
 REAL S e
4‘7'0 69.0 8.40 8.60 8.80 9.00
Ot b oo b e 14292660 0 m/z 87.00  68.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73544: Ethoxycitronella
87.0
59.0
5000 L R R R R RN
8.40 8.60 8.80 9.00
m/z 43.00 14.72%
O\ TTT ‘ TTTT ““\‘\ \‘}Hi T \“\ T ‘ “1 T \?‘\0\‘9!.?‘ TTTT ‘ \]\.E\)?.‘q\ TT ‘ T \1\9\8‘.\()\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4715: Aziridine-2-carbothioamide
102.0
EARERaRAE Lo
8.40 8.60 8.80 9.00
5000 42.0 m/z 55.10 8.81%
73.0
o ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4769: Dihydro-3-(2H)-thiophenone AABEEaEE LOEEER
102.0 8.40 8.60 8.80 9.00
46.0
m/z 41.00 6.00%
5000
‘ 74.0
oulf‘:?m‘l‘uww‘lm‘wm‘w”ww_m,www A L
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF022223.M Tue Feb 28 10:46:39 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 9 Butanoic acid, 2-ethyl-, me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.731 7.95 ng 454267  Naphthalene-d8 8.290

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 64
2 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 42
3 Methyl 2-ethyldecanoate 214 C13H2602 020483-47-0 32
4 1-Alanine, N-methoxycarbonyl-, b... 203 C9H17NO4 1000313-37-3 22
5 Pentanamide, N-ethyl- 129 C7H15NO 054007-33-9 22

Abundance Scan 1002 (8.731 min): BF132550.D\data.ms (-999) (-) m/z 102.00 100.00%

102.0
43.0
5000 71.1
RS e
‘ 1271 8.40 8.60 8.80 9.00
0brrer bl el L s 87,00 99, 80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15544: Butanoic acid, 2-ethyl-, methyl ester
102.0
43.0
5000 L R R R R R
710 8.40 8.60 8.80 9.00
m/z 43.00 53.50%
15.0
O \\‘\‘\‘\\\“‘\\\“}“\\hw\‘\1\\‘i‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 80 100 120 140 160 180
Abundance #24231. Pentanoic acid, 2-ethyl-, methyl ester
43.0 87.0
EARERaRAE Lo,
8.40 8.60 8.80 9.00
5000 m/z 71.10 42.02%
115.0
0 143.0
m/z--> 20 40 80 100 120 140 160 180
Abundance #92086.MeﬂwlZ%ﬁhyMecanoa&e RN Ea e
102.0 8.40 8.60 8.80 9.00
m/z 57.00 37.04%
5000
41.0
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF022223.M Tue Feb 28 10:46:40 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 10 Benzophenone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.766 3.24 ng 214586  Acenaphthene-di0 10.048
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 47
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
Abundance Scan 1348 (10.766 min): BF132550.D\data.ms (-1342) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 for —
10.50 11.00
152.0
b e presl e e 20 i e 2970 mjz 77.00 62.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0 NJ\Q
5000 P ——
182.0 10.50 11.00
510 m/z 182.00  52.89%
oL 280 | | 12701520
\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32010: Acetophenone, 2-chloro-
105.0
— —
770 10.50 11.00
5000 m/z 50.95 19.76%
51.0
0 27.0 I \‘ Ll | ‘ 127.0 1540
R e e R o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0 10.50 11.00
m/z 181.00 9.27%
77.0
5000
51.0
oL 280 A 134.0 165.0 ik Ao
e e e e e e e e —— sty P
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

8270-BF022223.M Tue Feb 28 10:46:41 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 11 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.060 12.21 ng 858799  Phenanthrene-die 11.542
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 60
Abundance Scan 1568 (12.060 min): BF132550.D\data.ms (-1564) (- m/z 73.00 100.00%
73.0
43.0
5000
129.0
213.2 — ‘
‘ “ 157.1185.1 ‘ 256.1 12.00
0 b w‘!”_“‘ u“m\‘uu‘swm‘hH“‘_“H‘M\‘WMWW m/z 59.95  82.27%
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 —
129.0 12.00
213.0 m/z 43.05 76.68%
‘ H 157.0185.0 ‘
O:I\-ﬁl‘o\\‘\‘\ HH\H \M\‘\‘H!L\‘\““\\H‘Uh “\H\‘\H\H\“H‘H‘\‘H‘“‘\H\‘\‘H\‘HH“H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
T \
43.0 12.00
5000 m/z 57.00 66.18%
129.0
185.0 228.0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid T
43.0 73.0 12.00
' m/z 55.00 64.29%
5000
129.0
H ‘ 171.0 2140
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00

8270-BF022223.M Tue Feb 28 10:46:42 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50

Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 Butyl citrate Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
12.448 3.82 ng 268655 Phenanthrene-d10 11.542
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 59
2 Adipic acid, 2-heptyl isobutyl e... 300 C17H3204 1000353-64-3 47
3 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 47
4 Adipic acid, butyl cycloheptyl e... 298 C17H3004 1000324-71-6 43
5 Adipic acid, butyl 2-octyl ester 314 C18H3404 1010324-44-6 38

Abundance Scan 1634 (12.448 min): BF132550.D\data.ms (-1630) (- m/z 57.00 100.00%
571.0 129.0
185.0
5000
‘ ‘ ‘ 12.50
obbbew Ll L L8270 s 150,00 85.06%
m/z--> 50 100 150 200 250 300 350
Abundance #269579: Butyl citrate
185.0
129.0
5000 259.0
12.50
57.0 m/z 185.00 66.77%
(O ‘\‘\“\ “”\“\ - “ L\ LB B \‘:\3(‘)5\.0\\ \3‘6\0\(
miz--> 50 100 150 200 250 300 350
Abundance #199470: Adipic acid, 2-heptyl isobutyl ester
129.0
A
12.50
m/z 146.95 43.80%
5000 185.0 /
57.0
AIE O P 2 R
m/z--> 50 100 150 200 250 300 350
Abundance #163264: Adipic acid, butyl 3-pentyl ester e
129.0 12.50
185.0 m/z 41.00  31.53%
5000
55.0
I O O A
m/z--> 50 100 150 200 250 300 350 12.50

8270-BF022223.M Tue Feb 28 10:46:43 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 13 unknownl2.613 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.613 3.76 ng 264555 Phenanthrene-d10 11.542
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 52
2 Butanedioic acid, 2,3-dimethyl-,... 258 C14H2604 056051-57-1 45
3 Adipic acid, butyl 4-methylpent-... 286 C16H3004 1000353-50-2 42
4 Adipic acid, butyl 3-hexyl ester 286 C16H3004 1000353-62-3 42
5 Adipic acid, butyl pent-4-en-2-y... 270 C15H2604 1010354-11-9 42
Abundance Scan 1662 (12.613 min): BF132550.D\data.ms (-1655) (- m/z 185.10 100.00%
129.0 185.1
57.0
5000
259.1
‘ 12.50 13.00
0b— w‘“‘w TN L P S ,‘ et m/z 129.00  88.42%
m/z--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000
12.50 13.00
41.0 250.0 m/z 57.00 73.18%
O\‘\‘\“““\ \ \‘\ }‘\““\ T \‘\ ’ T T T T ‘ } LI ’ LI \3‘6\1-.\'
miz--> 100 150 200 250 300 350
Abundance #145582. Butanedioic acid, 2,3-dimethyl-, dibutyl ester
129.0
e ]
12.50 13.00
5000/ 270 m/z 41.85 30.13%
185.0
b “uu“““ N
m/z--> 50 100 150 200 250 300 350
Abundance  #181416: Adipic acid, butyl 4-methylpent-2-yl ester == S
129.0 12.50 13.00
185.0 m/z 147.00 23.74%
5000
430 80
O S~ 1
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF022223.M Tue Feb 28 10:46:44 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 14 Adipic acid, isobutyl 4-met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.772  10.04 ng 706260  Phenanthrene-di0 11.542
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 87
2 Adipic acid, isobutyl 4-methylpe... 286 C16H3004 1000353-50-1 72
3 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 72
4 Adipic acid, butyl 2,4-dimethylp... 300 C17H3204 1000349-77-7 64
5 Adipic acid, isobutyl 2-pentyl e... 272 C15H2804 1000324-15-6 64
Abundance Scan 1689 (12.772 min): BF132550.D\data.ms (-1683) (- m/z 185.05 100.00%
185.1
129.0
57.0
5000
259.1 12.50 13.00
ob b bl Lpeea [ 812 00 60 8403y
m/z--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000
12.50 13.00
41.0 2590 m/z 57.05 55.55%
87.0
0 \“\ ‘\“““‘\ T \“\ “‘\“\ } ‘\““\ T \‘\ [T T T T \3‘6\1.\'
miz--> 50 100 150 200 250 300 350
Abundance #181454: Adipic acid, isobutyl 4-methylpent-2-yl ester
129.0
= —
12.50 13.00
5000 m/z 41.00 32.14%
185.0
57.0
ol bbb Lo
m/z--> 50 100 150 200 250 300 350
Abundance #163264: Adipic acid, butyl 3-pentyl ester = =
129.0 12.50 13.00
185.0 m/z 111.00  13.46%
5000
55.0
R NI O P N N
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF022223.M Tue Feb 28 10:46:45 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 15 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.848 4.36 ng 306660  Phenanthrene-di0 11.542
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
3 Undecanoic acid 186 C11H2202 000112-37-8 60
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 1702 (12.848 min): BF132550.D\data.ms (-1699) (-} | m/z 57.05 100.00%
57.0
129.
9.0 185.1
5000
97.0 241.2 — v
‘ 284% 1250 13.00
ob— W‘ uqu‘JMM Lo, M‘“‘M“ph“w‘ m/z 72.95 98.63%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 p= e
129.0 12.50 13.00
m/z 43.00 88.77%
‘ 1850 o410 284l
oL ‘\“ \“\‘ W \‘H‘ ‘Hu”‘\‘ ‘W‘H‘\‘Hh; i - . S ‘L - “\‘
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
= =
12.50 13.00
5000 256.0 m/z 59.95 72.09%
129.0
213.0
R
ob— “‘ H‘M H“ ‘H‘H‘ uh“‘ 1‘”“\”\‘ oy “ “ “‘m‘ by \‘ :
miz--> 50 100 150 200 250
Abundance #60689: Undecanoic acid T —
60.0 12.50 13.00
m/z 55.00 67.68%
5000
29.0 129.0
70 ‘ ‘ 186.0
A0 O el e
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF022223.M Tue Feb 28 10:46:46 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 16 Adipic acid, 4-heptyl isobu... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.936 36.46 ng 1584780  Chrysene-d12 14.201
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 72
3 Hexanedioic acid, bis(2-methylpr... 258 C14H2604 000141-04-8 72
4 Adipic acid, 2-hexyl isobutyl ester 286 C16H3004 1000353-70-9 56
5 Adipic acid, isobutyl 4-methylpe... 286 C16H3004 1000353-50-1 56

Abundance Scan 1717 (12.936 min): BF132550.D\data.ms (-1713) (- m/z 185.05 100.00%

185.1
129.0
5000
57.0

‘ ‘ ‘ 259.1 13.00
L ]

cde L L L8182 15000 72.11%

m/z--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000

o

13.00
41.0 2590 m/z 57.05 24.09%
O T ‘\ ‘\“ ““\ \ \‘ T ‘ \ T ‘\ “ “\ T ‘ L ‘ L T T ‘ T T \3‘6\1-.\'
miz--> 100 150 200 250 300 350
Abundance #199469. Adipic acid, 4-heptyl isobutyl ester
129.0
i
13.00
5000 185.0 m/z 41.10 17.82%

o
T o
T
1 o

N |, 227.0

e e

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

Abundance #145557: Hexanedioic acid, bis(2-methylpropyl) ester
129.0 13.00

m/z 259.10 12.22%
57.0
5000 185.0

01‘8‘ A8 ') ” ‘ il A2430 L A A
m/z--> 50 100 150 200 250 300 350 13.00

8270-BF022223.M Tue Feb 28 10:46:47 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 17 Tributyl acetylcitrate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.995 2.65 ng 115284  Chrysene-d12 14.201
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tributyl acetylcitrate 402 C20H3408 000077-90-7 91
2 Butyl citrate 360 C18H3207 000077-94-1 86
3 Adipic acid, butyl 2-decyl ester 342 C20H3804 1000353-59-7 47
4 Adipic acid, butyl isobutyl ester 258 C14H2604 1010324-09-3 47
5 Adipic acid, butyl 2,4-dimethylp... 300 C17H3204 1000349-77-7 40

Abundance Scan 1727 (12.995 min): BF132550.D\data.ms (-1724) (- m/z 185.05 100.00%
185.1

57.0 129.0

5000 259.1

-

‘ | 13.00
b Ll 3290 s 109 .00 68.74%

miz--> 50 100 150 200 250 300 350
Abundance #303464: Tributyl acetylcitrate
185.0
43.0 129.0
5000 259.0

13.00
m/z 57.00 64.19%

T “‘ \‘ \S\K\'O‘“ \“‘ T } ‘\ “ “\ L “ \M\ T ‘ 1 ‘\‘ T ‘ \3\2?.\0‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #269579: Butyl citrate
185.0

T
129.0 13.00

o

o

5000 259.0 m/z 43.00 55.90%
57.0
AN VD T ‘ o L b 3050 3504
m/z--> 50 100 150 200 250 300 350
Abundance #251047: Adipic acid, butyl 2-decyl ester =
129.0 185.0 13.00

m/z 259.15  40.54%

5000
57.0
ol H m b h}‘\‘ L u 269.0 A A A

e A A e BN e P A
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 18 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.030 11.31 ng 491510  Chrysene-d12 14.201
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 1903 (14.030 min): BF132550.D\data.ms (-1899) (- m/z 57.00 100.00%
57.
5000
T \
1111} ‘ 207.0255.1 1409
ol hARLALLIST 20702850 3550 L. g3ies  91.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 T 7 \
14.00
m/z 97.05 87.42%
O\\“\M\““\‘\\“‘l “ ‘“\?\\2’19\()\\2‘6\6\(\)\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
T \
14.00
5000 m/z 54.95 84.07%
11.0
169.0 238.0
oLt d il L ke 2880
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester T ‘
57.0 14.00
m/z 43.05 82.48%
5000
‘ 169.0
ol LA LLi L arpozsso L ace -
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50

Operator : CG\JU

Sample : 01641-01

Misc

ALS vial : 7

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 19 Supraene Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
15.066 3.74 ng 172687  Perylene-di12 15.754
Hit# of 5 Tentative ID MW MolForm CAS# Qual

raene 410 C30H50 007683-64-9 91
,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 64
,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64

AUVl -k OT

,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 50
,6-Octadiene, 4-methyl- 124 C9H1e6 074498-94-5 50
Abundance Scan 2079 (15.066 min): BF132550.D\data.ms (-2075) (- m/z 69.00 100.00%
69.0
5000 MAWMMwaAN\NVN
T ! \
‘ \ 63.1207.0 1599
0Lt ‘MW i “ 52070 2733 81 m/z 81.00 48.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 el :
15.00
m/z 41.00 20.78%
137.0
0270 iyl gl 1910 2730 3410 4104
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #151029: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl
69.0
T \
15.00
5000 ITI/Z 95.00 13.66%
H 1350
0l \N‘\‘h ‘ \h‘h‘m‘ ‘\\‘ ] \\m\ 1 ‘n\‘ ‘\ i ‘2‘6‘2‘9‘ R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — ‘
69.0 15.00
m/z 68.00 11.23%
) ML
137.0
)
0'7'4 “‘ Lol 3830 i
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022723\
Data File : BF132550.D

Acq On : 27 Feb 2023 13:50
Operator : CG\JU

Sample : 01641-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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|
3-Hexen-2-one 4.631 24.0 ng 1069660 1 7.001 890473 20.0
2-Pentanone, 4-... 5.225 10.3 ng 458874 1 7.001 890473 20.0
Hexanoic acid, 7.807 183.3 ng 10472100 2  8.290 1142540 20.0
unknown8.437 8.437 11.4 ng 652306 2 8.290 1142540 20.0
unknown8.489 8.489 12.7 ng 727393 2 8.290 1142540 20.0
unknown8.566 8.566 10.8 ng 614526 2 8.290 1142540 20.0
unknown8.672 8.672 22.5 ng 1284960 2 8.290 1142540 20.0
unknown8.707 8.707 5.8 ng 329354 2 8.290 1142540 20.0
Butanoic acid, 8.731 8.0 ng 454267 2 8.290 1142540 20.0
Benzophenone 10.766 3.2 ng 214586 3 10.048 1325740 20.0
n-Hexadecanoic ... 12.060 12.2 ng 858799 4 11.542 1407130 20.0
Butyl citrate 12.448 3.8 ng 268655 4 11.542 1407130 20.0
unknown12.613 12.613 3.8 ng 264555 4 11.542 1407130 20.0
Adipic acid, is... 12.772 10.0 ng 706260 4 11.542 1407130 20.0
Octadecanoic acid 12.848 4.4 ng 306660 4 11.542 1407130 20.0
Adipic acid, 4-... 12.936 36.5 ng 1584780 5 14.201 869264 20.0
Tributyl acetyl... 12.995 2.6 ng 115284 5 14.201 869264 20.0
1-Heneicosanol 14.030 11.3 ng 491510 5 14.201 869264 20.0
Supraene 15.066 3.7 ng 172687 6 15.754 922860 20.0
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