LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc :

ALS vial : 6 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140492.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 7 20 rVB 2123621 3265708 20.94% 4.658%
2 5.357 550 555 562 rVB 232484 314807 2.02% 0.449%
3 5.504 569 580 591 rBV 1118502 1612298 10.34% 2.300%
4 6.510 746 751 756 rVV 813131 1259036 8.07% 1.796%
5 6.557 756 759 768 rVB2 224545 326472 2.09% 0.466%
6 6.698 776 783 788 rBV 246384 321889 2.06%  0.459%
7 6.875 808 813 818 rBV 493559 608450 3.90% 0.868%
8 6.934 818 823 828 rBv2 217784 291011 1.87% 0.415%
9 7.051 839 843 848 rVB 1015613 1252014 8.03% 1.786%
10 7.251 870 877 879 rBvV2 92629 195402 1.25% 0.279%
11 7.433 898 908 913 rBV 1609114 2356854 15.11% 3.362%
12 7.898 979 987 988 rBV2 262063 417977 2.68% 0.596%
13 7.939 989 994 1000 rVB 476845 929400 5.96% 1.326%
14  8.175 1025 1034 1040 rVV2 1837162 3175078 20.36% 4.529%
15 8.428 1072 1077 1083 rVB2 230848 327590 2.10% 0.467%
16 8.522 1085 1093 1100 rBV3 353482 738907 4.74%  1.054%
17 8.663 1109 1117 1128 rVV 312204 930408 5.97% 1.327%
18 8.763 1128 1134 1136 rVV 543265 782717 5.02% 1.116%
19 8.786 1136 1138 1147 rVB 593648 789959 5.07% 1.127%
20 8.863 1147 1151 1156 rBV 382582 460244 2.95% 0.657%
21  8.922 1156 1161 1164 rBV 204687 301000 1.93% 0.429%
22 8.963 1164 1168 1175 rVB 424672 561003 3.60% 0.800%
23 9.080 1182 1188 1194 rBV2 313634 575408 3.69% 0.821%
24 9.127 1194 1196 1207 rVB6 87318 177189 1.14% 0.253%
25 9.227 1207 1213 1218 rBV 2930592 3745354 24.02% 5.342%
26 9.375 1233 1238 1242 rBV 644150 838516 5.38% 1.196%
27 9.610 1273 1278 1284 rVV3 508768 931525 5.97% 1.329%
28 9.675 1285 1289 1294 rVB2 233388 326000 2.09% 0.465%
29 9.874 1319 1323 1325 rBV 126098 156001 1.00% 0.223%
30 9.910 1325 1329 1332 rVW 694401 860166 5.52%  1.227%

31 10.127 1359 1366 1379 rBV 725606 1223754  7.85%
32 10.704 1459 1464 1472 rVB 1593267 2121678 13.61%
33 10.821 1479 1484 1490 rVB5 99144 187081 1.20%
34 11.057 1520 1524 1531 rVB 136691 183789 1.18%
35 11.351 1560 1574 1579 rBV 2430182 6447354 41.35%
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N
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36 11.398 1579 1582 1597 rVWW2 690392 1094550 7.02% 1.561%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.963 1666 1678 1684 rBV2 6408557 15593992 100.00% 22.244%
38 12.221 1719 1722 1736 rVB2 85875 161233 1.03% .230%
39 12.327 1736 1740 1756 rVB 75081 167071 1.07% .238%
40 12.733 1800 1809 1842 rBV 4785565 9945821 63.78% 14.187%

[N

41 12.986 1847 1852 1857 rVB 1982457 2579726 16.54%  3.680%
42 13.839 1993 1997 2018 rVB 210177 456652  2.93% 0.651%
43 14.051 2028 2033 2038 rVB 391786 491652 3.15% 0.701%
44 15.556 2283 2289 2301 rVB 381948 622701 3.99% ©0.888%

Sum of corrected areas: 70105437
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 20 Nov 2024 11:23
: RC/JU
: P4843-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
BF140492.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF140492.D\data.ms

134

7.433

2.20 2.40 2.60 2.80 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

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF140492.D\data.ms
11.963

12.733

9.227
11.351
12.986

8.175 10.704

9.9100.127 11(398
1.057
QﬁzzﬂilwA 120282

0

9.375
7.939 87 9.610
| AN -

—7 ‘ 7 ‘ — — : —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

13.83 J\
N -

TIC: BF140492.D\data.ms

4.051 15.556

T ‘ T T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF111324.M Thu Nov 21 ©5:18:25 2024 Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.134 107.35 ng 3265710 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 7 (2.134 min): BF140492.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
87.1
R ARaR R R R
01 2.202.302.402.50
b PR L g010 0wz 43.10 37.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L B R IR
55.0 2.202.302.402.50
41, 87.0 m/z 87.18  26.79%
27.0 ‘
0 H’\Hm“hu“‘l\‘\\‘\‘H‘\“\H\H\lu‘uu‘uu‘\.\H“H\‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S AS PRERTETEES
2.202.302.402.50
5000 41.0 550 m/z 55.10 26.09%
27.0
bbb 1120, 1290,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R ARaREE e aaRa
73.0 2.202.302.402.50
m/z 41.10 12.30%
5000 43.0
58.0
29.0 ‘ 87‘-0
O prrlrre el e e A N ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.698 10.58 ng 321889 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
3 Mesitylene 120 CO9H12 000108-67-8 90
4 2,4-Nonadiyne 120 C9H12 063621-15-8 87
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 783 (6.698 min): BF140492.D\data.ms (-776) (-) m/z 105.10 100.00%
105.1
5000 120.1
39.1 630 10 911 6.40 6.60 6.80 7.00

oH_m_m‘HH“mHi‘m‘;u'mw“1‘_”‘“‘“H_‘slwh‘l“uw m/z 120.10  42.55%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120

Abundance #10715: Benzene, 1,2,3-trimethyl-

105.0
5000 \\/\\/‘\/\\/\\\\‘\\\\‘\\\\‘\\\\
6.40 6.60 6.80 7.00
m/z 119.10 12.33%
39.0 77.0 91.0
OH‘\\\.\‘H\‘\‘HH“‘\H\i“\‘\\\e‘%\"\o\‘\\\‘H‘HH“HH‘\Ml\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0
AR
120.0 6.40 6.60 6.80 7.00
5000 m/z 91.10 12.00%
77.0 91.0
o150 380500640 " 7 |
R R RARA T e L e e e aaa
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10691: Mesitylene
105.0 6.40 6.60 6.80 7.00
120.0 ITI/Z 77 .05 11.97%
5000
39.0 77.0 91.0
B . S OO O3 8 B LA VI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 unknown6.934 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.934 9.57 ng 291011 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 43
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 42
3 Mesitylene 120 CO9H12 000108-67-8 42
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 42
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 38
Abundance Scan 823 (6.934 min): BF140492.D\data.ms (-818) (-) m/z 57.05 100.00%
57.0
105.1
5000
83.0 T T T T T
‘ ‘ ‘ 6.60 6.80 7.00 7.20
Ol Ll 2071 165.65  75.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000
29.0 6.60 6.80 7.00 7.20
83.0 m/z 41.05 38.68%
LT
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
A AEsESE LR R
6.60 6.80 7.00 7.20
5000 m/z 120.10 30.54%
79.0
@0 1
o‘Hw‘HJ"HwuhH_‘H_H“wwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 \/\A
Abundance #10694: Mesitylene “_“‘_“‘W“‘_A???
105.0 6.60 6.80 7.00 7.20
m/z 43.10 30.52%
- w
77.0
390
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Nonanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.522 4.65 ng 738907 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 50
3 Hexanoic acid 116 C6H1202 000142-62-1 47
4 Butanoic acid 88 (C4H802 000107-92-6 43
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 43
Abundance Scan 1093 (8.522 min): BF140492.D\data.ms (-1085) (-) m/z 60.00 100.00%
60.0
- /\,L
129.0
R R L AR
‘ | ‘ ‘ 8.20 8.40 8.60 8.80
0 Ml b m/z 73.05 88.83%
miz--> 50 100 150 200 250 300 350
Abundance #35298: Nonanoic acid
60.0
5000 L R R R B B R
8.20 8.40 8.60 8.80
JJ 115.0 m/z 57.18 60.49%
01\5.\‘r‘ LH’H“ “‘M \‘H\ ““i‘ \“\ ‘\ \1‘5§\0\ L L B
miz--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
A REEaREE e
127.0 8.20 8.40 8.60 8.80
5000 m/z 41.10 53.25%
oLl L MJ AL 2160 2730 3%
m/z--> 50 100 150 200 250 300 350
Abundance #9149: Hexanoic acid R B e
60.0 8.20 8.40 8.60 8.80
m/z 55.05 42.73%
h MJL\\M
01‘51% | ‘:“9‘9"9‘ — T G
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 2-Propanol, 1-[2-(2-methoxy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.663 5.86 ng 930408 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 86
2 Methyl 2,5,8,11,14,17-hexaoxanon... 324 C14H2808 1000366-81-4 72
3 Tri(1,2-propyleneglycol), monome... 206 C1OH2204 1000262-26-6 64
4 Propanol, [(butoxymethylethoxy)m... 248 C13H2804 055934-93-5 59
5 2,4-Diethyl-6-methyl-1,3,5-trioxane 160 C8H1603 117888-04-7 59

Abundance Scan 1117 (8.663 min): BF140492.D\data.ms (-1109) (-) m/z 59.05 100.00%

59.0
117.1 R e Rimsmmas
8.40 8.60 8.80 9.00
161.1
ol ““w - “ L o200 8ALE n ;73,05 38.98%
miz--> 50 100 150 200 250 300
Abundance #82001: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-
59.0
5000 TIT [T T T[T T T T[Tl
8.40 8.60 8.80 9.00
117.0 m/z 45.05 31.87%
Olﬁ\q‘\‘ \‘\ T “\‘\ T \]-‘6\‘]-.\0\ T ‘ L ‘ L ‘ LI \‘
miz--> 50 100 150 200 250 300
Abundance #228587: Methyl 2,5,8,11,14,17-hexaoxanonadecan-19-a
59.0
P T
117.0 8.40 8.60 8.80 9.00
5000 m/z 117.10 18.97%
o0k iy ‘ |, 1610 2210 265.0
=l T T T R e
m/iz--> 50 100 150 200 250 300
Abundance  #81999: Tri(1,2-propyleneglycol), monomethyl ether T
59.0 8.40 8.60 8.80 9.00
m/z 41.10 18.29%
5000
103.0
0 L[ 1610 279
— ““ — e R REERREEEE
m/z--> 100 150 200 250 300 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23

Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: 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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.763 4.93 ng 782717  Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 78
2 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 72
3 1,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 59
4 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 53
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 53
Abundance Scan 1134 (8.763 min): BF140492.D\data.ms (-1128) (-) m/z 59.05 100.00%
59.0
103.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
39 PL ‘ 130.0 8.40 8.60 8.80 9.00
o oMb L g00 | 1800 1611 . 7310 27.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 N L LR B B
103.0 8.40 8.60 8.80 9.00
31.0 m/z 103.05 17.27%
oL AM‘M Ao 83.0 | 130.0149.0
\\\‘\\\\‘\\\f‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox
59.0
T T T
8.40 8.60 8.80 9.00
5000 m/z 45.05 16.97%
31.0 103.0
ol | 830 | 1300 16L0
I R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67418: 1,4,7-Trimethyl-3,6-dioxaoctane-1,8-diol R N RARES
59.0 8.40 8.60 8.80 9.00
m/z 41.10 12.47%
5000
31.0 103.0
0 H“‘wk‘my‘Jw“H““‘HH‘J,“‘W“““H“‘ S
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 8 Tri(1,2-propyleneglycol), m... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.786 4.98 ng 789959  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 78
2 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 78
3 Tri(1,2-propyleneglycol), monome... 206 C1OH2204 1000262-26-6 72
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 59

Abundance Scan 1138 (8.786 min): BF140492.D\data.ms (-1136) (-) m/z 59.10 100.00%

59.1
103.1 BB B N e e
‘ ‘ ‘ 1311 8.40 8.60 8.80 9.00 9.20
Obrrrrrroth e BLO | ISEL 1751wz 7310 29.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 B L R B R
103.0 8.40 8.60 8.80 9.00 9.20
31.0 m/z 103.10 18.40%
O \\‘\‘\w“\‘\“‘”\\\\“i\\\\‘\\\\‘1\\\’]_\:a\q.\()‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82001: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-
59.0
R RRRENE
8.40 8.60 8.80 9.00 9.20
5000 m/z 45.10 18.31%
31.0 117.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #81999: Tri(1,2-propyleneglycol), monomethyl ether R RRARRNY
59.0 8.40 8.60 8.80 9.00 9.20
m/z 41.10 15.71%
5000
103.0
0 33du | 8.0 | |130.0 161.0 1910
e e e e e e e e AR RREE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

8270-BF111324.M Thu Nov 21 ©5:18:28 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 n-Decanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.080 13.38 ng 575408  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 94
2 Alpha-1-rhamnopyranose 164 C6H1205 035810-56-1 50
3 Nonanoic acid 158 C9H1802 000112-05-0 47
4 Heptanoic acid 130 C7H1402 000111-14-8 43
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 40
Abundance Scan 1188 (9.080 min): BF140492.D\data.ms (-1182) ()| m/z 60.00 100.00%
60.0
- T JA‘
87.0 A AR AR
| ‘ | ‘ o1 8.80 9.00 9.20 9.40
O 380 Ll L 1722070 s 73,00 99.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46964: n-Decanoic acid
60.0
5000 290 L L B B R
129.0 8.80 9.00 9.20 9.40
87.0 m/z 41.10 57.82%
b AL o
OHH‘\‘\‘H“‘HH!” \w‘{‘\‘”h‘\HH“\\‘M‘H‘H“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39953: Alpha-I-rhamnopyranose
60.0
AR e e
8.80 9.00 9.20 9.40
5000 m/z 55.10 48.88%
29.0
110.0
84"0 || 147.0
0’ sl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35299: Nonanoic acid R
60.0 8.80 9.00 9.20 9.40
m/z 43.05 47.46%
5000
29.0 115.0
L [ s
(RURMURRE MRS 11 P T st S —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF111324.M Thu Nov 21 ©5:18:28 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1Isoquinoline, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.127 4.12 ng 177189  Acenaphthene-die 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoquinoline, 1-methyl- 143 C10HSN 001721-93-3 55
2 Isoquinoline, 3-methyl- 143 C10HSN 001125-80-0 43
3 Quinoline, 2-methyl- 143 C1@HSN 000091-63-4 43
4 1-Naphthalenamine 143 C10HSN 000134-32-7 38
5 2-Naphthalenamine 143 C10HSN 000091-59-8 38

Abundance Scan 1196 (9.127 min): BF140492.D\data.ms (-1194) (-)| | m/z 143.85 100.00%
1

43.1
121.1
5000
65.0
39.1 930 220.1 AR R EEECC AL S
8.80 9.00 9.20 9.40
175.0
0+ ‘w‘uw thHMNHM‘HW‘H‘pL“W‘ m/z 121.10 65.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23165: Isoquinoline, 1-methyl-
143.0
5000 UL L B R I R B |
115.0 8.80 9.00 9.20 9.40
m/z 122.10 53.32%
51.0 75.0
0 ‘\H\‘HHHM““\‘\‘“W‘\‘i“u‘h‘\\\“!“\!\\iH\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23162: Isoquinoline, 3-methyl-
1150 1430
R R EREREEES S
8.80 9.00 9.20 9.40
5000 m/z 115.10 43.61%

39.0 63“-0 89.0 M
\‘ H‘ Ll u‘\ L ulll I M

N

RS AU ¥ B A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23147: Quinoline, 2-methyl- T e
143.0 8.80 9.00 9.20 9.40
m/z 65.05 34.21%
5000
115.0
CaC i LA T — (e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40

8270-BF111324.M Thu Nov 21 ©5:18:29 2024 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BF140492.D

: 20 Nov 2024 11:23
: RC/JU

. P4843-01

: 6 Sample Multiplier:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\

1

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzaldehyde, 3-hydroxy-4-m...

R.T. EstConc Area
9.375 19.50 ng 838516
Hit# of 5 Tentative ID

Concentration Rank 5

Relative to ISTD R.T.

Acenaphthene-d10

1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803

000621-59-0 97
000121-33-5 97
066267-38-7 78
057695-98-4 72
000487-69-4 64

m/z 151.05 100.00%

—

9.00 9.20 9.40 9.60

m/z 152.05 95.85%

S

9.00 9.20 9.40 9.60

m/z 81.10  32.48%

B

9.00 9.20 9.40 9.60

m/z 109.00  21.29%

B

9.00 9.20 9.40 9.60

m/z 123.10  16.72%

=

2 Vanillin 152 C8H803
3 Benzaldehyde, 3-(chloroacetoxy)-... 228 C10H9C104
4 3-Methoxy-4-propoxybenzaldehyde 194 C11H1403
5 Benzaldehyde, 2,4-dihydroxy-6-me... 152 C8H803
Abundance Scan 1238 (9.375 min): BF140492.D\data.ms (-1233) (-)
151.1
5000
81.1
53.0 109.0
P T OO T - 3T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
5000
81.0
109.0
0 \\\‘\\\\“\\‘H‘\"U‘\\\H}\\\\‘\l‘\\"\\\\‘\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29934: Vanillin
151.0
5000
81.0
109.0
53.0 ‘
IR TN Y A O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #108499: Benzaldehyde, 3-(chloroacetoxy)-4-methoxy-
152.0
5000
s10 o1 1000
o dd L L amen 2280
m/z--> 20 40 60 80 100 120 140 160 180 200 220

9.00 9.20 9.40 9.60

8270-BF111324.M Thu Nov 21 ©5:18:29 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 unknown9.610 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.610 21.66 ng 931525  Acenaphthene-di1e 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Imidazolidinedione, 5-methyl- 114 C4H6N202 000616-03-5 43
2 Undecanoic acid 186 C11H2202 000112-37-8 42
3 5H-Tetrazol-5-one, 1-ethyl-1,2-d... 114 C3H6N40 069048-98-2 30
4 2-Propenamide, N-(aminocarbonyl)- 114 C4H6N202 020602-79-3 30
5 Tridecanoic acid 214 C13H2602 000638-53-9 27
Abundance Scan 1278 (9.610 min): BF140492.D\data.ms (-1273) (-) m/z 73.05 100.00%
73.0
43.1
114.1
5000
143.0 ) —_
4. 9.50 10.00
234 1
0 2030 m/z 60.00  89.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8017: 2,4-Imidazolidinedione, 5-methyl-
43.0
g86.0 114.0
5000 —— —
9.50 10.00
‘ m/z 43.10 83.33%
O\\\\‘\H\" \\‘Hl‘\\‘\\‘\‘\H“H\‘\‘\\H‘H\\‘\H\‘H\\‘\H\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60691: Undecanoic acid
60.0
— —
9.50 10.00
5000 29.0 m/z 114.10 75.68%
850  129.0
186.0
L o™
0 1 LY N i AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7978: 5H-Tetrazol-5-one, 1-ethyl-1,2-dihydro- — ——
28.0 114.0 9.50 10.00
56.0 m/z 86.85 74.75%
5000
87.0
0 et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 OO

8270-BF111324.M Thu Nov 21 ©5:18:29 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Ethyl Vanillin Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.675 7.58 ng 326000 Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Vanillin 166 C9H1003 000121-32-4 94
2 Benzaldehyde, 4-ethoxy-3-hydroxy- 166 C9H1003 002539-53-9 94
3 1,4-benzenediol, 2-(1-methylprop... 166 C10H1402 1000404-51-8 59
4 2,5-Dihydroxypropiophenone 166 C9H1003 000938-46-5 58
5 Acetic acid, [3-hydroxy-4-(1-oxo... 208 C11H1204 091143-73-6 42

Abundance Scan 1289 (9.675 min): BF140492.D\data.ms (-1285) (-)| [ m/z 137.00 100.00%

137.0
5000 166.1 }t
610 1090 A —
53.0 ‘ ‘ ' ‘ 9.50 10.00
Otttk 20517 166.16 46.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42073: Ethyl Vanillin
137.0
5000 - S
166.0 9.50 10.00
m/z 138.05 29.25%
29.0 53.0 81"0 10‘9'0
O \\\‘\‘\‘\\“\\“U‘\’w\\\“‘\\\\‘\\‘\\‘\\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42190: Benzaldehyde, 4-ethoxy-3-hydroxy-
137.0
e -
1 9.50 10.00
5000 66.0 m/z 109.00  15.15%
109.0
28‘9‘.0 53.0 8%0 ‘
o NN VA THSVAMSI MSISMNED NUSINS S SISAS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41200: 1,4-benzenediol, 2-(1-methylpropyl)- — =
137.0 9.50 10.00
m/z 81.00 14.29%
5000
166.0
27.0 550 91.0
O I OO 0
Ol pl e b el e e —— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF111324.M Thu Nov 21 ©5:18:30 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.127  28.45 ng 1223750  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Nonanoic acid 158 C9H1802 000112-05-0 50
5 Octanoic acid 144 C8H1602 000124-07-2 49
Abundance Scan 1366 (10.127 min): BF140492.D\data.ms (-1359) (- m/z 73.05 100.00%
3.0
43.1
5000
129.0
157.1 L — —
101.1
2002 341 10.00 10.50
0! : m/z 60.00 87.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75716: Dodecanoic acid
60.0
L A
5000 —— -
650 129.0 1570 10.00 10.50
29.0 ’ ' m/z 43.10 68.68%
uu 200.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92069: Tridecanoic acid
73.0
— —
43.0 10.00 10.50
5000 129.0 m/Z 41.10 62.81%
171.0
214.0
L |
0“W‘M‘Mﬁﬂﬂ‘ ‘MWMJM‘MMWLAJM‘M‘L‘W‘Hu_‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60690: Undecanoic acid T —
60.0 10.00 10.50
m/z 55.10 59.45%
5000 29.0
129.0
87.0
| ‘ \H | ‘ ‘157.0 186.0
SN Y W it s— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF111324.M Thu Nov 21 ©5:18:30 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1-Acenaphthenol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.822 3.42 ng 187081  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Acenaphthenol 170 C12H1e0 006306-07-6 97
2 3-Formyl-1H-indole-5-carbonitrile 170 C10OH6N20 1000484-33-3 45
3 o-Hydroxybiphenyl 170 C12H100 000090-43-7 38
4 Benzaldehyde, 2-fluoro-3-hydroxy... 170 C8H7F03 079418-73-8 38
5 3-Hydroxybiphenyl 170 C12H1e0 000580-51-8 35
Abundance Scan 1484 (10.821 min): BF140492.D\data.ms (-1479) (- m/z 169.10 100.00%
169.1
5000 141.
96.0
= —=
I 197.0 258. 1050 11.00
0 ol 2970 2981 h7 170.05  82.68%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #45444: 1-Acenaphtheno
169.0
141.0
5000 = A
10.50 11.00
m/z 151.00  53.05%
63.0
oL 290 113.0 |
h \‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #45328: 3-Formyl-1H-indole-5-carbonitrile
169.0
— — T
10.50 11.00
5000 m/z 152.00 44 .83%
114.0
‘ 141.0
87.0
5
o MM 4 N P AN IS AN L.
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #45449: o-Hydroxybiphenyl “ T
170.0 10.50 11.00
m/z 141.00 37.87%
5000 141.0
o210 9890 1020 | |
B T R e e s aaaa o — —r=
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 10.50 11.00

8270-BF111324.M Thu Nov 21 ©5:18:30 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Tetradecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.057 3.36 ng 183789  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 27
Abundance Scan 1524 (11 057 min): BF140492.D\data.ms (-1520) (- m/z 73.05 100.00%
3.0
R \
’ 11.00
0! m/z 60.00 81.52%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 o :
185.0 1. .
97.0 228.0 m/z 43.10 72.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92063: Tridecanoic acid
73.0
T \
11.00
5000 129.0 m/z 41.10 62.28%
171.0
97.0 214.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46961: n-Decanoic acid T
60.0 11.00
m/z 55.10 58.34%
5000
129.0
29.0
Ll
LS P .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00

8270-BF111324.M Thu Nov 21 ©5:18:31 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 9,10-Anthracenedione Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.221 2.95 ng 161233  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 94
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 91
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 64
4 1,4-Anthracenedione 208 C14H802 000635-12-1 55
5 9,10-Phenanthrenedione 208 C14H802 000084-11-7 53
Abundance Scan 1722 (12.221 min): BF140492.D\data.ms (-1719) (-} | m/z 208.10 100.00%
152.01g¢ 1208.1
5000
76.0
107.1
= —
12.00 12.50
0 b L ez e e e
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #85295: 9,10-Anthracenedione
152.0180.0208.0
5000 76.0 1 T
12.00 12.50
m/z 180.10 84.98%
39. 0‘ ‘
O H‘HH“H‘\\"‘\H‘\“\“\‘\]-\ﬁ)‘ﬁ'\\‘\“\\\‘\\‘\‘\HiHHH’\H\\‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #54969: Benzol[c]cinnoline
152.0180.0 MJ
= e
12.00 12.50
5000 m/z 151.05 42 .64%
76.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #55032: 9H-Fluoren-9-one T T
180.0 12.00 12.50
m/z 76.00 34.18%
5000
152.0
76.0
m/z--> 20 40 60 80 100120140160 180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.327 3.05 ng 167071  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1740 (12.327 min): BF140492.D\data.ms (-1736) (-} | m/z 43.10 100.00%
431 73.0

5000 129.1
il
RRRRRRAR

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add

5000 129.0 T T
12.00 12.50
. 157.01g5 02130  256.0 m/z 60.00 85.57%
(o}

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

—
_

—
12.00 12.50
m/z 73.00 99.02%

o

>
—

>
_——

Abundance #109280: Tetradecanoic acid
73.0
41.0 ——
12.00 12.50
5000 129.0 228.0 m/z 55.10 77.85%
185.0
LALLESS ) e
O bl “ 1”“”‘1‘1 Jumm‘ mH‘mH‘;W_JH_MW‘
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid = T
430 73.0 12.00 12.50
m/z 57.10 77 .54%
5000 129.0
199.0 242.0
L i LT L]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 19 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.733 404.59 ng 9945820  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 1809 (12.733 min): BF140492.D\data.ms (-1800) (- m/z 73.05 100.00%
43.1 73.0

5000 129.1
1852  241.3 — —
‘ 284. 12.50 13.00
- m/z 43.10  92.63%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179089: Octadecanoic acid
73.0

5000 i .
20 12.50 13.00
LJMM 1850 4, 284c M7 60.85 78.86%
O ‘\“\‘H"H\\‘H‘\\‘\‘\\\‘\H\‘HH"HH‘HH‘!\H

m/z--> 20 40 60 80 100120140160180200220240260280

%

%

—

Abundance #109281: Tetradecanoic acid
73.0
— T
43.0 12.50 13.00
5000 ITI/Z 57.10 77 .72%
129.0
185.0 228.0
Ol i bl
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid — —
73.0 12.50 13.00
43.0 m/z 55.10 73.06%
5000 129.0
171.0
‘ 214.0
o,,, — —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23

Operator : RC/JU

Sample : P4843-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Dehydroabietic acid

Rel

Concentration Rank 6

ative to ISTD

R.T. EstConc
13.839 18.58 ng
Hit# of 5

456652

Tentative ID

Chrysene-d12

1 Dehydroabietic acid

2 1-Phenanthrenecarboxylic acid, 1..

3 Butanoic acid, 2-(cyano)(2,4,6-t...
4 Ethyl 4-hydroxy-6-(trifluorometh...
5 Kaura-9(11),16-dien-18-o0ic acid,...

C20H2802
C20H2802
C17H20N203
C13H10F3NO3
C20H2802

001740-19-8 99
005155-70-4 94
1000267-71-7 74
026893-12-9 64
022338-67-6 64

Abundance Scan 1997 (13.839 min): BF140492.D\data.ms (-1993) (-
239.2

m/z 239.15 100.00%

-

Abundance #199360: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylg
239.0

285.1
5000
197.1
431 141.1 — —
' 91.1 13.50 14.00
0 Al g bk Tmyz 285,15 59.12%
miz--> 50 100 150 200 250 300
Abundance #199993: Dehydroabietic acid
239.0 285.0
5000 — —
430 1410 197.0 13.50 14.00
' m/z 197.85  37.40%
a0 | L |
o i H\M\ u‘\‘\h‘ H\‘ - e ‘\ :
miz--> 50 100 150 200 250 300
Abundance #200036: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C
285.0
239.0 T ]
13.50 14.00
5000 m/z 141.05  23.90%
197.0
141.0
43.0 91.0 ‘ ‘
O‘H‘NM\‘H \J“\WMNWWW\W‘WHW‘N\‘\“ i HHLJ\
miz--> 50 100 150 200 250 300

—
13.50

1
14.00

m/z 240.15 19.93%
43.0
5000 285.0
183.0
91.0
146. ‘ ‘
ol— U ’m ‘\L‘ ‘h‘ \“‘ “h\ : ‘Hw‘ I ‘u\m\‘\m\)‘; \\HL ’ h\‘ \‘ ‘H‘\ A ‘\ “\‘ — “ l : — —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140492.D

Acqg On : 20 Nov 2024 11:23
Operator : RC/JU

Sample : P4843-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.134 107.3 ng 32657106 1 6.875 608450 20.0
Benzene, 1,2,3-... 6.698 10.6 ng 321889 1 6.875 608450 20.0
unknown6.934 6.934 9.6 ng 291011 1 6.875 608450 20.0
Nonanoic acid 8.522 4.7 ng 738907 2 8.151 3175080 20.0
2-Propanol, 1-[... 8.663 5.9 ng 930408 2  8.151 3175080 20.0
2-Propanol, 1-(... 8.763 4.9 ng 782717 2 8.151 3175080 20.0
Tri(1,2-propyle... 8.786 5.0 ng 789959 2 8.151 3175080 20.0
n-Decanoic acid 9.080 13.4 ng 575408 3 9.910 860166 20.0
Isoquinoline, 1... 9.127 4.1 ng 177189 3 9.910 860166 20.0
Benzaldehyde, 3... 9.375 19.5 ng 838516 3 9.910 860166 20.0
unknown9.610 9.610 21.7 ng 931525 3 9.910 860166 20.0
Ethyl Vanillin 9.675 7.6 ng 326000 3 9.910 860166 20.0
Dodecanoic acid 10.127 28.4 ng 1223750 3 9.910 860166 20.0
1-Acenaphthenol 10.822 3.4 ng 187081 4 11.398 1094550 20.0
Tetradecanoic acid 11.057 3.4 ng 183789 4 11.398 1094550 20.0
9,10-Anthracene... 12.221 3.0 ng 161233 4 11.398 1094550 20.0
n-Hexadecanoic ... 12.327 3.0 ng 167071 4 11.398 1094550 20.0
Octadecanoic acid 12.733 404.6 ng 9945820 5 14.051 491652 20.0
Dehydroabietic ... 13.839 18.6 ng 456652 5 14.051 491652 20.0

8270-BF111324.M Thu Nov 21 05:18:32 2024 Pag 23



