LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc :

ALS Vvial : 25 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140587.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 3 6 15 rVB 687113 968656 44.43%  3.320%
2 5.499 574 579 594 rBV 1214707 1607206 73.73% 5.509%
3 6.122 680 685 691 rBV7 12037 30455 1.40% 0.104%
4 6.404 729 733 741 rBV4A 24942 56062 2.57% 0.192%
5 6.510 743 751 760 rBV 1213589 1713991 78.63% 5.875%
6 6.616 765 769 772 rBv4 18092 28631 1.31% ©0.098%
7 6.651 772 775 780 rVB4 23663 37384 1.71% 0.128%
8 6.728 780 788 791 rBv4 19628 43029 1.97% 0.147%
9 6.793 791 799 801 rBV6 20101 46832 2.15% 0.161%
10 6.834 802 806 808 rBv4 25354 36229 1.66% 0.124%
11 6.869 808 812 817 rVB2 464199 617934 28.35%  2.118%
12 6.928 817 822 824 rBV3 21394 28702 1.32% 0.098%
13  6.981 824 831 833 rBV3 37440 67984  3.12% 0.233%
14 7.010 833 836 840 rVB 46918 54342 2.49% 0.186%
15 7.140 853 858 862 rVB3 55902 83247 3.82% 0.285%
16 7.216 867 871 873 rBV3 19439 28296 1.30% 0.097%
17 7.263 875 879 882 rBvV2 48001 68515 3.14% 0.235%
18 7.398 896 902 903 rBv4 75617 123824 5.68% 0.424%
19 7.434 903 908 916 rVB 811569 1124840 51.60% 3.856%
20 7.510 916 921 925 rBV3 105054 159171 7.30% 0.546%
21  7.563 925 930 935 rBV3 80252 155982 7.16% ©.535%
22 7.616 936 939 941 rVWV3 42077 59756 2.74% 0.205%
23 7.645 941 944 947 rVV3 142152 197168 9.04% 0.676%
24 7.675 947 949 956 rVB3 99044 140025 6.42% 0.480%
25 7.745 957 961 965 rBvV3 83155 152933 7.02% 0.524%
26 7.793 966 969 974 rVB5 112116 150080 6.88% 0.514%
27 7.904 985 988 995 rVB6 47510 71218 3.27% 0.244%
28 7.969 995 999 1004 rBv4 74937 129553 5.94% 0.444%
29 8.022 1004 1008 1011 rBV3 87737 132061 6.06% 0.453%
30 8.051 1011 1013 1016 rVV2 34290 38528 1.77% 0.132%
31 8.151 1026 1030 1035 rVB 480900 588420 26.99% 2.017%
32 8.204 1035 1039 1042 rVB 355633 396870 18.21% 1.360%
33 8.240 1042 1045 1052 rVB7 133881 251061 11.52% ©0.861%
34 8.298 1052 1055 1057 rBV4 66993 84668 3.88% 0.290%
35 8.351 1061 1064 1071 rVB2 163120 250479 11.49% 0.859%

36 8.440 1075 1079 1085 rVB5 211168 307160 14.09% 1.053%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc :

ALS Vvial : 25 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.528 1092 1094 1097 rVB3 77109 79365 3.64% 0.272%
38 8.569 1097 1101 1112 rVB2 567312 1075349 49.33% 3.686%
39 8.657 1113 1116 1118 rBV2 88998 110137 5.05% 0.378%
40 8.687 1118 1121 1127 rBV3 187961 354387 16.26% 1.215%
41  8.834 1143 1146 1150 rVB2 337651 444932 20.41%  1.525%
42 8.892 1154 1156 1159 rVvV3 85520 92924 4.26% 0.319%
43 8.928 1159 1162 1169 rVV5 142049 280680 12.88% 0.962%
44  9.028 1176 1179 1181 rBV4 132724 186115 8.54% 0.638%
45 9.169 1199 1203 1208 rVB 841114 1092433 50.11% 3.744%
46 9.228 1208 1213 1217 rBV 1332135 1710438 78.46% 5.863%
47  9.310 1222 1227 1230 rBV3 408615 664250 30.47%  2.277%
48 9.622 1276 1280 1285 rBv4 958900 1335928 61.28% 4.579%
49 9.775 1303 1306 1309 rBV2 202488 244274 11.21% 0.837%
50 9.910 1326 1329 1332 rVB 434215 537582 24.66% 1.843%
51 10.163 1368 1372 1379 rVB5 404825 744830 34.17%  2.553%
52 10.228 1380 1383 1386 rBv2 216164 314705 14.44% 1.079%
53 10.316 1395 1398 1403 rBV3 252225 351183 16.11% 1.204%
54 10.557 1434 1439 1444 rBV 1013232 1432241 65.70% 4.909%
55 10.704 1460 1464 1468 rBV 516638 627074 28.77% 2.149%
56 10.822 1480 1484 1491 rVB 1555354 2179952 100.00% 7.472%
57 11.286 1559 1563 1570 rVB 1161732 1696619 77.83% 5.815%
58 11.398 1579 1582 1590 rBV2 496721 733913 33.67% 2.516%
59 11.639 1620 1623 1627 rBV 343597 394176 18.08% 1.351%
60 12.986 1848 1852 1859 rVB 1072616 1495386 68.60% 5.126%
61 14.045 2029 2032 2040 rVB 361009 524103 24.04% 1.796%

62 15.533 2281 2285 2304 rVB 240154 440109 20.19% 1.509%

Sum of corrected areas: 29174377
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho

Quant Title

TIC Library

TIC Integra

: 22 Nov 2024 19:27
: RC/JU
: P4938-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
BF140587.D

: 25  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2000000

1500000

1000000

500000

o

Time-->

TIC: BF140587.D\data.ms

5.499 6.510

7.434

128

6.122 6.40

PN
L L I B L I L L L L B L L L L B L L L L L L I LN LI B

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

Abundance

2000000

1500000

1000000

500000

TIC: BF140587.D\data.ms

0
Time-->

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

Abundance

2000000

1500000

1000000

500000

TIC: BF140587.D\data.ms

14.045

M/\

15.533

Time-->

T ‘ T T ‘ T T ‘ T T ‘ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 7
R.T. EstConc Area Relative to ISTD R.T.
2.128 31.35 ng 968656 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 6 (2.128 min): BF140587.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.1
87.1
AT
01 ‘ 2.202.302.402.50
oH_MWM‘:Mm‘mH‘mwHWwawww m/z 43.10 34.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T[T T T[T IrT T
43.0 2.202.302.402.50
' 87.0 m/z 87.10  27.03%
29.0
I I ‘\‘ ‘ J{)go ‘ |
O\\‘\H\‘\H\‘Hf\‘Hf‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘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 R
2.202.302.402.50
5000 41.0 55.0 m/z 55.10 25.66%
27.0
0 H\ ‘ | L ‘\‘ | 1120 1290
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R ERE s RARRRE
73.0 2.202.302.402.50
m/z 41.10 11.63%
5000
45.0
29.0
ool 890 101.0
R L Rana L R aARaRsaaRa R RRRERREEEEEEL SRS SR
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\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Undecane, 2,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.204 13.49 ng 396870  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 59
Abundance Scan 1039 (8.204 min): BF140587.D\data.ms (-1035) (-) m/z 57.10 100.00%
57.1
e JVAJJ\A/xJXVV\/MwAkf
A EEmme B
‘ 79 98.1 149.2 7.80 8.00 8.20 8.40 8.60
ob 380 L J7ed [l gery U691 s u3i10 44.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 | L AL B
7.80 8.00 8.20 8.40 8.60
m/z 71.10 43.81%
29.0
98.0
O\\‘\‘\‘\\‘\\\‘!‘\\\\‘q\\\“\\}\’\\\]-\4.‘1\9\\‘1\6\9\\0‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
R A RARRE
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 27 .60%
29.0 . 113.0
S S Bl
m/z--> 20 60 80 100 120 140 160 180
Abundance #59062:Undecane,S,S{mﬂethyL R A RARR
57.0 7.80 8.00 8.20 8.40 8.60
m/z 56.10 13.87%
5000
29.0 85.0
o 20 1550 1840
e R RRaEE R
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknown8.240 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.240 8.53 ng 251061 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,5-diethyl-2,3-dim... 168 C12H24 074663-66-4 41
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 018358-53-7 38
3 Cyclohexane, (3-methylpentyl)- 168 C12H24 061142-38-9 27
4 Cyclobutanecarboxylic acid, 3-ch... 174 C8H11C1l02 1000299-13-8 22
5 Phomopsolide B, diacetate 380 C19H2408 097533-95-4 22

Abundance Scan 1045 (8.240 min): BF140587.D\data.ms (-1042) (-) m/z 83.10 100.00%

55.1 133.1
5000
111.1
 EARmmEE S
163.2 8.00 8.20 8.40 8.60
0 1821 n/z 133.05  67.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43602: Cyclohexane, 1,5-diethyl-2,3-dimethyl-
83.0
55.0
5000 A\\\\‘M\‘\\\\’\\\\‘\\\
8.00 8.20 8.40 8.60
139.0 m/z 55.10 65.88%
29.0
Ll ‘ 1110 ‘ 168.0
O\‘\\\\‘\\\‘\‘\‘\\\‘\\\‘\“\\H\\’\\\\i\\\\’\}\\‘\\\
miz--> 40 60 80 100 120 140 160 180
Abundance #29292. Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-
58.0 83,0
 EARmmEE S
8.00 8.20 8.40 8.60
5000 m/z 69.10 56.63%
27.0
‘ ‘ 110.0 152.0
0. ) o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43576: Cyclohexane, (3-methylpentyl)- R RamE
55.0 83.0 8.00 8.20 8.40 8.60
m/z 41.10 43.94%
5000
29.0
139.0
0 ‘ | ‘ “ 111.0 “ 168.0
“““““ “‘H“““““,‘“‘,““,““““  EARmmEE S
m/z--> 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF112124.M Mon Nov 25 00:27:58 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.351 8.51 ng 250479  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 93
2 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 86
3 4-Trifluoroacetoxytridecane 296 C15H27F302 1000245-47-3 80
4 6-Tridecene, (Z)- 182 C13H26 006508-77-6 64
5 Cyclooctane, 1,2-dimethyl- 140 C10H20 013151-94-5 55

Abundance Scan 1064 (8.351 min): BF140587.D\data.ms (-1061) (-) m/z 69.10 100.00%

69.1
41.1
5000
97.1
1451 LI L B LI B L B B I
‘ | H 12?-1 ‘ 182.2 8.00 8.20 8.40 8.60
0! - “u“ S PUTRY PR VSO BNV N “u ~ m/z 55.10 70.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
41.0
5000 L L N BN BN R B
8.00 8.20 8.40 8.60
97.0 o
126.0 182.0 m/z 57.10 59.71%
0- “H”H‘\‘\“‘H\’\H\‘\‘M\“‘H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56975: Cyclopentane, 1-pentyl-2-propyl-
69.0
T
8.00 8.20 8.40 8.60
41.0 %
5000 111.0 m/z 41.10 55.22
139.0 182.0
0! 10 N A SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #193730: 4-Trifluoroacetoxytridecane e A RAREa R
55.0 8.00 8.20 8.40 8.60
m/z 56.10 51.05%
5000
83.0
111.0
0 \\“\ \h I 1390 182.0
- L R o e o e v R e A RERE AR
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknown8.440 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.440 10.44 ng 307160 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 46
3 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H1l6 050746-53-7 46
4 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 46
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 43
Abundance Scan 1079 (8.440 min): BF140587.D\data.ms (-1075) (-) m/z 83.10 100.00%
83.1
55.1
5000
137.2 177.2 R R A
105.1 8.20 8.40 8.60 8.80
0 m/z 55.10 69.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0
5000 UL L L LN L
8.20 8.40 8.60 8.80
m/z 82.10 62.37%
27.0 ‘ 126.0
O\\\\‘\‘\‘\\““\\\‘”“\}‘\\“1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43497: Cyclohexane, hexyl-
83.0
 EARmmEE S
8.20 8.40 8.60 8.80
5000 55.0 m/z 41.10 42.50%
29.0 168.0
Ot b b 120 1400 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12240: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans-  EARmmEE S
55.0 3.0 8.20 8.40 8.60 8.80
m/z 81.10 33.92%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF112124.M Mon Nov 25 00:27:58 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Octane, 2,3,6-trimethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.569 36.55 ng 1075350  Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 72
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
3 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 64
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 1101 (8.569 min): BF140587.D\data.ms (-1097) ()| m/z 57.10 100.00%
57.1
2000 /xkav\/wvA\JVJJ&V\JA
A REmmma R
H 85.1 113.1 149.2 8.20 8.40 8.60 8.80
Ol W L 1492 1832 L7110 83.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33103: Octane, 2,3,6-trimethyl-
57.0
5000 L L L N B LN R I
8.20 8.40 8.60 8.80
290‘ 30 m/z 43.10 56.82%
85.0 .
O\‘\‘1‘\\“‘\\\HW“\\“}\‘h\‘\\\‘\\1‘\‘\\]\_\49\.(\)\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl-
57.0
A AREEEaREE o
8.20 8.40 8.60 8.80
5000 m/z 41.10 32.66%
113.
29.0 3.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #217161: Oxalic acid, 2-ethylhexyl octyl ester T
57.0 8.20 8.40 8.60 8.80
m/z 56.10 20.15%
5000
112.0
29.0 ‘ 83.0 ‘ 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF112124.M Mon Nov 25 ©0:27:59 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Cyclopentane, (2-methylbutyl)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.687 12.05 ng 354387 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 70
2 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 41
3 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 41
4 Cyclopropane, 1,1-dimethyl-2-nonyl- 196 C14H28 041977-38-2 41
5 2-(Acetylmethylene)tetrahydrofuran 126 C7H1002 112595-65-0 38
Abundance Scan 1121 (8.687 min): BF140587.D\data.ms (-1118) (-) m/z 69.10 100.00%
69.1
i W
5000
1111
Ammma e R
H }F‘S.l 1591  196.2 8.40 8.60 8.80 9.00
0 L1 A L AT TR m/z 55.18  59.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41.0
5000 1110 L L L L L BN LR
8.40 8.60 8.80 9.00
m/z 41.10 51.82%
0 H\‘\hmwim \\“‘1\\\"\\w\‘\\]\-L\l?\.(\)\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7604: 1-Hexene, 3,3-dimethyl-
69.0
Ammma e R
41.0 8.40 8.60 8.80 9.00
5000 m/z 57.10 47 .38%
97.0
T TR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71763: 6-Tridecene, 7-methyl- R A ARARRR R
55.0 8.40 8.60 8.80 9.00
m/z 56.10 42.49%
111.0
5000 83.0
‘ 196.0
PN O U ' N N I A A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF112124.M Mon Nov 25 ©0:27:59 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknown8.834 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.834 15.12 ng 444932  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 47
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 47
3 Tridecane 184 C13H28 000629-50-5 43
4 Undecane 156 C1l1H24 001120-21-4 43
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 43
Abundance Scan 1146 (8.834 min): BF140587.D\data.ms (-1143) (-) m/z 57.10 100.00%
57.1
85.1
R ARAREEEEEE
M ‘ 121 1145-1 177.2 8.60 8.80 9.00 9.20
0 e el H‘Hm w‘\ A DO n R M e | M/z 71,100 45.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 L L I L LI L B
8.60 8.80 9.00 9.20
290 85.0 m/z 43.10  34.35%
0 ‘\ ““ L | M‘ ;113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22072: Octane, 4-ethyl-
57.0
S RARRMEEE
8.60 8.80 9.00 9.20
5000 m/z 41.10 31.87%
29.0
85.0 112.0
U e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane T RRARER T
57.0 8.60 8.80 9.00 9.20
m/z 85.10 26.17%
5000 85.0
29.0
L n20am 1840
O I B R L ARRSEERTSEVR e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BF112124.M Mon Nov 25 00:28:00 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27

Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.928 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.928 9.54 ng 280680 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 38

2 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 38
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 18
4 1,6-Octadiene, 2,7-dimethyl- 138 C10H18 040195-09-3 18
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 14

Abundance Scan 1162 (8.928 min): BF140587.D\data.ms (-1159) (-) m/z 57.10 100.00%
57.1

125.1
5000
85.1
e ey
163.1 8.60 8.80 9.00 9.20
ol %01 m/z 69.10  89.30%
mjz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31470: Cyclohexane, 1,2-diethyl-3-methyl-
69.0
5000 125.0 T T T T T T
8.60 8.80 9.00 9.20
410 m/z 125.18  69.49%
| “ “ | 950 154.0
O\‘\‘\\\“‘\\\‘\‘\M‘\\‘H\\\‘\“\\‘\\‘“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

=

Abundance #43584: Cyclooctane, 1-methyl-3-propyl-
69.0
G
8.60 8.80 9.00 9.20
5000 ITI/Z 41.10 63.48%
41.0 125.0
‘ 97.0
o‘_“‘”\“”AM_‘MMMmmH,w_mwwwww_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141075: Hexadecane, 7,9-dimethyl- AR A RRREY
57.0 8.60 8.80 9.00 9.20
m/z 55.10 62.86%
5000 85.0 WM
126.0 155.0
Ot e e 483020102890

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20

8270-BF112124.M Mon Nov 25 00:28:00 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.169 40.64 ng 1092430  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 64
Abundance Scan 1203 (9.169 min): BF140587.D\data.ms (-1199) (-) m/z 57.10 100.00%
57.1
e AR RmaEE BEE
1272 1591 8.80 9.00 9.20 9.40
o “Hu s e b 1832 21220 0 71010 87.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 L L L I B BN R I
8.80 9.00 9.20 9.40
2&0‘ 85.0 m/z 43.10 53.90%
113.0
O T ‘ \M‘\ \“‘\ T \M“ T \M} T ‘w‘\ T \“ TT }‘\ ‘ \“\\1\4‘]_\.\0\ T ‘ TT \178‘?.\(\)\ ‘ TTT \‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
e AR RmaaS BEE
8.80 9.00 9.20 9.40
5000 m/z 85.10 38.03%
85.0
29.0
AN |30 1410 1690 1970
R o AT e AR Eaan!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl- e AR RmaES S
57.0 8.80 9.00 9.20 9.40
m/z 41.10 36.65%
5000
29.0 85.0
Ll |30 1650 18302060
L R R EEEERGEE Rt e AR RmaaS BEE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF112124.M Mon Nov 25 00:28:00 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Dodecane, 1-fluoro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.310 24.71 ng 664250  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 86
2 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 64
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 58
4 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 58
5 Dodecyl nonyl ether 312 C21H440 1000406-37-5 58

Abundance Scan 1227 (9.310 min): BF140587.D\data.ms (-1222) (-)| | m/z 57.10 100.00%
57.1

i

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester R RREEREEEEEEEEE
57.0 9.00 9.20 9.40 9.60

m/z 41.10 52.21%

5000
85.1
RamE e AR
‘ ‘ 193.2 9.00 9.20 9.40 9.60
o‘u‘ﬂhﬁuﬂ:NMMWmWﬂW‘Wm‘w‘%w;wwuuwu‘wu‘wu“ m/z 43.10  62.32%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #62862: Dodecane, 1-fluoro-
57.0
5000 L B LR B B
9.00 9.20 9.40 9.60
85.0 m/z 55.10 55.57%
o di Ll a1201400 1880
‘HH‘\H ‘HH‘HH‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #161355: 1-Decanol, 2-octyl-
57.0
RamE e AR
9.00 9.20 9.40 9.60
m/z 71.10 52.75%
5000 85.0
29.0 1250
\‘\ Wl h‘\ M\ \“ \‘\ h\ I \401820 22402520

5000 85.0

‘ il ‘\“‘ \‘H 12501540 196.0224.0  269.

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 9.00 9.20 9.40 9.60

i

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.622 49.70 ng 1335930  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 72
3 Decane, 5-propyl- 184 C13H28 017312-62-8 70
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 1280 (9.622 min): BF140587.D\data.ms (-1276) (-) m/z 57.10 100.00%

57.1
20 J\Mjb\vAAJ\/bw/\ﬂwa
—— —
| \\99\'1\ 1412 1932 9.50 10.00
obrr e b b g m/z 71.18  92.58%
miz-> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
5000 — ——
9.50 10.00
m/z 43.10 82.88%
9.
01\4.\0”‘\ ‘\“‘H\ HH‘ \‘H‘\ ““ \“ \%4}.‘0\ ]\-8\3\.0‘ \2\2?-0\‘ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—— —
9.50 10.00
5000 m/z 85.10 44 ,32%
7.0
bkl ) 210620 220 zms
miz--> 50 100 150 200 250 300
Abundance #59032: Decane, 5-propyl- 7 —
57.0 9.50 10.00
m/z 41.10 43.20%
112.0
ol bbbl 1840 — —
m/z--> 50 100 150 200 250 300 9.50 10.00

8270-BF112124.M Mon Nov 25 00:28:01 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27

Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7-Hexadecene, (Z)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.775 9.09 ng 244274  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 78
2 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 78
3 Cetene 224 C16H32 000629-73-2 55
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 53
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 53

Abundance Scan 1306 (9.775 min): BF140587.D\data.ms (-1303) (-) m/z 69.10 100.00%
69.1
5000
—— —
9.50 10.00
0f m/z 55.10 85.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104597: 7-Hexadecene, (Z)-
55.0
83.0
5000 T U
9.50 10.00
29.0 9
111.0 m/z 57.10 85.71%
0 \‘ | | | 1400 1670 196.0 2240
\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104596: 3-Hexadecene, (2Z)-
41.0 , 69.0
—— —
9.50 10.00
5000 97.0 m/z 41.10 74.59%
0 ‘ ‘\ \“\ \“ 12?.0 154'0 196'0 22‘4..0
el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104588: Cetene T ——
43.0 9.50 10.00
m/z 43.10 69.54%
83.0
5000
111.0
0 | H | “L 1189.0 168.0 1960 2249
e R RS EAARARE S S N R AR —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF112124.M Mon Nov 25 00:28:01 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknownl1@.163 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.163 27.71 ng 744830  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 38

2 Cyclohexane, octyl- 196 C14H28 001795-15-9 38

3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 38

5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 38
Abundance Scan 1372 (10.163 min): BF140587.D\data.ms (-1368) (| m/z 83.10 100.00%

83.1
55.1
5000
119.1 1000 1050
1571 204.2 53 10.00 10.50
0" : m/z 55.10 77.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 r

‘ T
10.00 10.50
m/z 57.10 70.94%

20 \‘h Hh \‘ [ 12u5o 16\80
H\‘H\\‘\1\\‘\\\\‘\H\‘\\H‘H\\‘\\H‘H\\‘\H\‘\\H‘\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71755: Cyclohexane, octyl-
83.0

T T
550 10.00 10.50

o

5000 m/z 82.10 63.55%
29.0
ol Il ,112.0139.0 168.0 196.0
rrrrrer e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31429: Cyclohexane, pentyl- T T
83.0 10.00 10.50

m/z 43.10 62.61%

55.0
5000
29.0 154.0

111.0

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF112124.M Mon Nov 25 00:28:02 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Naphthalene, 2,3,6-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.228 11.71 ng 314705  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 95
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 89

Abundance Scan 1383 (10.228 min): BF140587.D\data.ms (-1380) (- m/z 170.10 100.00%

170.1
5000

NN
10.00 10.50

04.2

0! 2362 /7 155.10  93.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0

5000 1
10.00 10.50
m/z 169.10 27.72%

128.0
76.0
\]\_\8‘9\ H“?\l‘\.\o“i \”\‘1"””\:\'-\0’2\.\9‘\ T \‘!‘H“‘HJ\” T \“\‘\ ARERERRRRRERRRREE]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0

=
10.00 10.50

o

5000 m/z 119.10 26.61%
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45527: 4,6,8-Trimethylazulene T T
170.0 10.00 10.50

m/z 153.05  25.84%

. MMMMW
128.0
39.0

ol iy 1701020 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 unknownl1®.316 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.316 13.07 ng 351183  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Fluorobenzoic acid, 3-tridecyl... 322 C20H31F02 1010280-60-3 22
2 4-Fluorobenzoic acid, 3-tetradec... 336 C21H33F02 1010280-68-1 22
3 Benzamide, 3-fluoro-N-methyl-N-(... 223 C13H18FNO 1000421-36-8 22
4 Silane, dimethyldi(2,4-cyclopent... 188 C12H16Si 018053-74-2 22
5 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 22
Abundance Scan 1398 (10.316 min): BF140587.D\data.ms (-1395) (- m/z 123.10 100.00%
128.1
55.1
170.1
5000 811
207.2
P P
10.00 10.50
0 331wz 55.10  59.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #227118: 3-Fluorobenzoic acid, 3-tridecyl ester
1238.0
5000 — —
41.0 10.00 10.50
69.0 m/z 69.10 51.27%
H 182.0
O \\\‘\\\\‘\\\\‘\WH‘\‘\“‘H‘\\‘\h‘\\\\‘!‘\\\“]\-94\"0\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #244111: 4-Fluorobenzoic acid, 3-tetradecyl ester
128.0
P P
10.00 10.50
5000 m/z 41.10 50.33%
41.0 95.0
H 69.0 ‘ 196.0
ol b T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102998: Benzamide, 3-fluoro-N-methyl-N-(3-methylbuty P ——
128.0 10.00 10.50
m/z 170.10 48.24%
5000
95.0
166.0
o150, %20 69.0 ] 223.0
e e e e — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Dodecane, 4,9-dipropyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.557 53.28 ng 1432240  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Hexadecane 226 C1l6H34 000544-76-3 83
4 Dodecane, 1-iodo- 296 C12H25T 004292-19-7 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 1439 (10.557 min): BF140587.D\data.ms (-1434) (- m/z 57.10 100.00%
57.1
20 M—/\“\J\—«/\//\
| % weo
169.2 :
omuu“Um“‘ Lo 2398 m/z 71.16  57.70%
miz--> 50 100 150 200 250 300 350
Abundance #141073: Dodecane, 4,9-dipropyl-
57.0
5000 ——
10.50
211.0 m/z 43.10 48.76%
LT |
O\\‘\‘\“‘“\“\“\H\‘\\‘\\\\“\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
R \
10.50
5000 m/z 85.10 29.98%
ol L \ | % ‘1410183022502670 323.0 380.
e B A et
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane T ‘
57.0 10.50
m/z 41.10 26.15%
h /\MM»A
9.0
otso L gaowmoe0 .
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Tridecane, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.822 59.41 ng 2179950  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
2 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 86
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 80
4 Decane, 2-methyl- 156 C1l1H24 006975-98-0 80
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 74
Abundance Scan 1484 (10.822 min): BF140587.D\data.ms (-1480) (- m/z 57.10 100.00%
57.1
5000
85.1
113.1 "en AL
183. 10.50 11.00
141.1
o‘,HHﬂuw‘WMphuuuw‘ﬂu‘uu_Juﬂ‘uﬁ1%E‘%ﬁﬁ?‘uu m/z 71.10 83.74%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #74008: Tridecane, 4-methyl-
43.0
71.0
5000 — —
10.50 11.00
m/z 43.10 57.04%
“ ‘ 99.0 155.0
O \’\‘\H“MH‘\‘H‘H’}\H“‘\\\‘]\-‘2\\7\\0‘\\\”\‘\\\\‘\]\-\9\8‘\\0\\‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #158619: Hexadecane, 2,6,10-trimethyl-
57.0
— ——
10.50 11.00
5000 m/z 85.10 32.14%
85.01120 183.0
0 I H\ H\ ‘ h 155 0 I 225. 0253 0
‘VH‘_‘H_‘H,HH‘H‘wu‘w‘uw‘H‘_H‘_‘H_‘H‘HH‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #74024: Dodecane, 4,6-dimethyl- — —
57.0 10.50 11.00
m/z 41.10 27.68%
5000
85.0
2 O‘ ‘ 1130 1550
m/z--> 20 40 60 80 100120140160 180200 220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.286 46.23 ng 1696620  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 83
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1563 (11.286 min): BF140587.D\data.ms (-1559) (- m/z 57.10 100.00%
57.1
20 m
—— —
99.1
11.00 11.50
41.1 183.2
oLl M‘w“‘, LHAL 2002 2052 2674 L/, 7110 83.65%
miz-> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
11.00 11.50
m/z 43.10 52.17%
113.0 1
0 \“‘\ ‘\‘ “‘\ ‘H‘ \“‘\“‘L \“‘\“\ { “\ \8\‘3\0“ T \2\5‘3\0\ LA B
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
—— —
11.00 11.50
5000 m/z 85.10 46.74%
99.0
0 \‘ LA M\ ‘h\ h‘ | %4\19 1830 225.0 267.0 338.!
e e
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- 7 —
57.0 11.00 11.50
m/z 41.10 28.73%
99.0 140.0
182.0
R P s X S S
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 20 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.639 10.74 ng 394176  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 74
2 Hexacosane 366 C26H54 000630-01-3 72
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 68

Abundance Scan 1623 (11.639 min): BF140587.D\data.ms (-1620) (- m/z 57.10 100.00%

57.1
5000

‘ | e 1150 12,00
ob— M LLofoded, | 12242 ae13 50 o380
mi/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane A/&J\\ﬁfj\waquAAﬂ
57.0
5000 L T

11.50 12.00
m/z 43.10 74.24%
T L L L L I A B

0150 ‘L‘ ‘ L h‘ | }#1-0183.02250 2960
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

11.50 12.00

5000 m/z 85.10 57.14%
9.0
ol 1l Hh‘ i | 14L 9 183.0 225.0 267.0 309.0  367.(
LA o e e B B B LA A T R
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane T —
57.0 11.50 12.00

m/z 41.10 26.03%

- ‘MN
9.0
T

226.0
015q i ‘ “\ i ﬂ‘ | \\4101830

\ \ T
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112224\
Data File : BF140587.D

Acqg On : 22 Nov 2024 19:27
Operator : RC/JU

Sample : P4938-05

Misc :

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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... 2.128 31.4 ng 968656 1 6.869 617934 20.0
Undecane, 2,6-d... 8.204 13.5 ng 396870 2 8.151 588420 20.0
unknown8.240 8.240 8.5 ng 251061 2 8.151 588420 20.0
Cyclohexane, 2-... 8.351 8.5 ng 250479 2 8.151 588420 20.0
unknown8.440 8.440 10.4 ng 307160 2 8.151 588420 20.0
Octane, 2,3,6-t... 8.569 36.5 ng 1075350 2 8.151 588420 20.0
Cyclopentane, (... 8.687 12.1 ng 354387 2 8.151 588420 20.0
unknown8.834 8.834 15.1 ng 444932 2 8.151 588420 20.0
unknown8.928 8.928 9.5 ng 280680 2 8.151 588420 20.0
Dodecane, 2,7,1... 9.169 40.6 ng 1092430 3 9.910 537582 20.0
Dodecane, 1-flu... 9.310 24.7 ng 664250 3 9.910 537582 20.0
Hexadecane 9.622 49.7 ng 1335930 3 9.910 537582 20.0
7-Hexadecene, (Z)- 9.775 9.1 ng 244274 3 9.910 537582 20.0
unknown10.163 10.163 27.7 ng 744830 3 9.910 537582 20.0
Naphthalene, 2,... 10.228 11.7 ng 314705 3 9.910 537582 20.0
unknown10.316 10.316 13.1 ng 351183 3 9.910 537582 20.0
Dodecane, 4,9-d... 10.557 53.3 ng 1432240 3 9.910 537582 20.0
Tridecane, 4-me... 10.822 59.4 ng 2179950 4 11.404 733913 20.0
Hexadecane, 2,6... 11.286 46.2 ng 1696620 4 11.404 733913 20.0
Heneicosane 11.639 10.7 ng 394176 4 11.404 733913 20.0
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