LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc :

ALS Vvial : 15 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139857.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 3 10 17 rVB 692232 1077343 86.56% 6.613%
2 3.975 313 320 330 rBvV 12006 21038 1.69% 0.129%
3 5.092 504 510 522 rVB 49802 72953 5.86% 0.448%
4 5.492 572 578 583 rBV 810013 1009030 81.07% 6.194%
5 6.498 743 749 759 rW 725089 929001 74.64% 5.702%
6 6.886 810 815 821 rVB 795646 1010976 81.23% 6.206%
7 6.945 821 825 829 rBV3 11571 14360 1.15% ©.088%
8 7.286 877 883 886 rBV5 11020 17660 1.37% 0.105%
9 7.445 991 910 914 rBV 423159 555981 44.67% 3.413%
10 7.486 914 917 921 rW 15807 22069 1.77% 0.135%
11 7.534 921 925 929 rVB4 15480 23133 1.86% 0.142%
12 7.581 929 933 939 rBV5 7442 18162 1.46% 0.111%
13 7.698 946 953 960 rVB4 37622 62342 5.01% 0.383%
14 7.769 961 965 969 rBV3 10895 20044 1.61% 0.123%
15 7.816 969 973 976 rVV3 18943 23852 1.92% 0.146%
16 7.916 987 990 996 rvVB4 7294 14200 1.14% 0.087%
17 7.992 1000 1003 1008 rVB4 8909 15081 1.21% 0.093%
18 8.045 1008 1012 1015 rBV3 12123 18465 1.48% 0.113%
19 8.122 1021 1025 1027 rBV3 9503 14752 1.19% 0.091%
20 8.169 1027 1033 1040 rVW 923539 1204679 96.79% 7.395%
21 8.228 1040 1043 1046 rVV 44077 58085 4.67% ©.357%
22 8.263 1046 1049 1056 rVB7 14675 23479 1.89% 0.144%
23 8.375 1065 1068 1072 rVB3 17982 21503 1.73% 0.132%
24  8.463 1078 1083 1089 rBV7 27039 47880 3.85% 0.294%
25 8.516 1089 1092 1095 rBV5 12647 15223 1.22% 0.093%
26 8.551 1095 1098 1101 rBV3 14926 17152 1.38% 0.105%
27 8.592 1101 1105 1107 rBV 37256 46906 3.77% 0.288%
28 8.675 1116 1119 1122 rBV3 27606 33649 2.70% 0.207%
29 8.716 1123 1126 1130 rVV3 15053 22665 1.82% 0.139%
30 8.763 1130 1134 1137 rBV 40449 53151 4.27% 0.326%
31 8.922 1158 1161 1163 rBV4 15000 16097 1.29% 0.099%
32 8.951 1163 1166 1168 rBV3 15376 19563 1.57% 0.120%
33 9.169 1200 1203 1204 rBv2 17891 20241 1.63% 0.124%
34  9.192 1204 1207 1211 rW 58892 75146 6.04% 0.461%
35 9.245 1211 1216 1220 rVB 711299 885538 71.15% 5.436%
36 9.328 1226 1230 1234 rBV 102147 140912 11.32% 0.865%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc :

ALS Vvial : 15 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.639 1279 1283 1288 rBV3 106306 164255 13.20% 1.008%
38 9.792 1306 1309 1312 rBV4 32529 42930 3.45% 0.264%
39 9.851 1313 1319 1324 rVV2 68372 148643 11.94% 0.912%
40 9.922 1326 1331 1336 rVB 872531 1119023 89.91% 6.869%
41 10.357 1402 1405 1408 rVB 60183 70709 5.68% 0.434%
42 10.574 1438 1442 1448 rVB 52832 76596 6.15% 0.470%
43 10.633 1448 1452 1456 rVB 56069 66180 5.32% 0.406%
44 10.704 1460 1464 1469 rBV 401009 508681 40.87% 3.122%
45 10.833 1482 1486 1495 rVB2 109988 199111 16.00%  1.222%
46 11.274 1558 1561 1564 rBV 61052 81924 6.58% 0.503%
47 11.310 1564 1567 1573 rVB 52477 75517 6.07% 0.464%
48 11.410 1579 1584 1591 rBV 980493 1244655 100.00%  7.640%
49 11.704 1630 1634 1638 rBV 62753 79244 6.37% 0.486%
50 11.804 1647 1651 1657 rVB 86572 108048 8.68% 0.663%
51 11.933 1669 1673 1683 rBV 184174 259556 20.85% 1.593%
52 12.110 1700 1703 1707 rBV 57048 67202 5.40% 0.412%
53 12.492 1764 1768 1770 rBV 334825 483164 38.82% 2.966%
54 12.598 1783 1786 1787 rBV 41788 43573  3.50% 0.267%
55 12.645 1787 1794 1803 rVV2 350197 755021 60.66% 4.634%
56 12.721 1803 1807 1814 rVB2 87525 142215 11.43% 0.873%
57 12.851 1826 1829 1831 rBV 37084 46482 3.73% 0.285%
58 12.992 1849 1853 1861 rVB 828287 1047970 84.20% 6.433%
59 13.898 2004 2007 2017 rVB2 73724 109421 8.79% 0.672%
60 14.051 2028 2033 2044 rVB 764132 1057629 84.97% 6.492%

61 15.527 2279 2284 2289 rVB 444093 651987 52.38% 4.002%

Sum of corrected areas: 16291447
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139857.D\data.ms
1000000

5.492 6.886
6.498

800000
152

600000

7.445

400000

200000

.092 ;
3.975 509 J\ 945 7.28 .56

O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 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 TIC: BF139857.D\data.ms
1000000 8.169 9.922 11410 12.992

800000 9.245

600000
10.704
124594

0.833
103570 Mﬁ@(
=

— — — — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF139857.D\data.ms

1000000 14.051

400000

200000

1155%04| 12.110

800000
15.527

600000

400000

s

200000 o’

0 T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 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\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.152  21.31 ng 10773460  1,4-Dichlorobenzene-d4 6.892

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 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 10 (2.152 min): BF139857.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 43.0 /\
87'1 H‘\\H‘\\H‘\\H‘\\\\‘\\
‘ 9.0 2.202.302.402.502.60
Ot 222 m/z 43.05  43.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T [T T[T T T [ TTTT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 31.42%
29.
ﬁo \‘\“ %90 ‘\
O \H‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘HH‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.30%
27.0
O b 120, 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- A
73.0 2.202.302.402.502.60
m/z 41.05 13.86%
5000
55.0
27.0 41)0
obs3o |l | eomso )l
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Carbonic acid, prop-1-en-2-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.328 2.52 ng 140912  Acenaphthene-di10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 53
2 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 49
3 Heptadecane, 1-bromo- 318 C17H35Br 003508-00-7 49
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 49
5 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 47

Abundance Scan 1230 (9.328 min): BF139857.D\data.ms (-1226) (-) m/z 57.10 100.00%

57.1
2000 AwfxﬁvVAKJ\\a/U“ﬂ“ﬂﬁ
21 193.2 R RamE e A
h 1 a7 ‘ 9.00 9.20 9.40 9.60
- u““uu‘\ bl e m/z 43.10 72.58%
miz-> 50 100 150 200 250 300
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
5000 UL L B R I R B |
9.00 9.20 9.40 9.60
% m/z 71.10 47.68%
O L H‘\ \“ “ ‘ “ ‘“ 1“ T . T ‘1\68\.\0 T ‘ L 2\4\]-.‘0\ L ‘ L
miz--> 100 150 200 250 300
Abundance #160996. Carbonic acid, dodecyl prop-1-en-2-yl ester
57.0
R RamE e AR
9.00 9.20 9.40 9.60
5000 m/z 41.10 47 .67%
ol h “‘ a0, amso
m/iz--> 50 100 150 200 250 300
Abundance #222066: Heptadecane, 1-bromo- R RamE e A
57.0 9.00 9.20 9.40 9.60
m/z 55.10 41.21%
5000
137.0
0 Q‘ ‘ u u‘ ‘H Il 179.0 23902750 316c
50 e e e R RamE e A
m/z--> 50 100 150 200 250 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.639 2.94 ng 164255  Acenaphthene-di10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 78
2 Spiro[2,4,5,6,7,7a-hexahydro-2-0... 208 C12H1603 1000197-10-9 25
3 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 18
4 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 18
5 Decane, 5-propyl- 184 C13H28 017312-62-8 14

Abundance Scan 1283 (9.639 min): BF139857.D\data.ms (-1279) (-) m/z 57.10 100.00%

57.1
193.3
5000
83.1

123.1
—r —
9.50 10.00
L] s | :
ol el mwmw_ww_m m/z 43.10  72.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — —
9.50 10.00

m/z 71.10 66.71%

151.0
o -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84925: Spiro[2,4,5,6,7,7a-hexahydro-2-0xo0-4,4,7a-trime
.0

T
9.50 10.00
5000 m/z 193.25 59.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 ’/\J\\M
Abundance #74025: Decane, 2,3,5,8-tetramethyl-

0
7 —
57.0 9.50 10.00
m/z 41.10 59.04%

5000
290 85.0

113.0 155.0
H \“ Lo ‘ 198.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.851 2.66 ng 148643  Acenaphthene-di10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Octacosane 394 (C28H58 000630-02-4 80
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 1319 (9.851 min): BF139857.D\data.ms (-1313) (-) m/z 57.10 100.00%
57.1
5000 M

— ——

‘ | 9.1 1451 193.2 9.50 10.00
oAl i L m/z 43.10  75.96%

miz--> 50 100 150 200 250 300 350

Abundance #158600: Nonadecane

57.0
5000 — e
9.50 10.00
m/z 71.10 52.97%
O \‘\ “‘ \‘“‘ H‘\ ““ \“ \]‘-\4\]_‘0\1\8\3\0‘\ 1T ‘2\6\8 \0\ ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
9.50 10.00
5000 m/z 41.10 35.41%
ol ‘h‘ H L 141 0183.0225.0 281.0 337.0 394. M
N T D e e
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane “ T
57.0 9.50 10.00
m/z 85.10 30.88%
- M
oL ‘\m w %9‘9 141.0183.0226.0
e o e e e — —
m/z--> 50 100 150 200 250 300 350 9.50 10.00

8270-BF101824.M Sat Oct 19 04:07:08 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.833 3.20 ng 199111  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Eicosane 282 C20H42 000112-95-8 83
3 Decane, 2-methyl- 156 C11H24 006975-98-0 81
4 Tetradecane 198 C14H30 000629-59-4 81
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
Abundance Scan 1486 (10.833 min): BF139857.D\data.ms (-1482) (- m/z 57.10 100.00%
57.1
2000 A\ﬁaﬂvwxﬂ/\wuf\ﬂpdjh
) 1050 iog
: 41.0 183.2 : :
(S — ‘h bl g 2810 [Tita1s2 m/z 43.10  66.92%
miz-> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
5000 — —
10.50 11.00
2710 m/z 71.10 59.10%
L1 | %90 a0 1840
0" \“”‘\ ‘\‘ \“‘\““ o .‘ T \‘\ LA B B B
miz--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
— ——
10.50 11.00
5000 m/z 85.10 32.77%
99.0
L2700 | % a0 1880 2250 2m
e e
miz--> 50 100 150 200 250
Abundance #33083: Decane, 2-methyl- “ —
57.0 10.50 11.00
m/z 41.10 29.83%
o /\VJ\NM
27[0 112.0
NI O L S o
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.933 4.17 ng 259556  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Octanoic acid 144 C8H1602 000124-07-2 45
Abundance Scan 1673 (11.933 min): BF139857.D\data.ms (-1669) (- m/z 43.10 100.00%
43.1 73.0
5000
129.0
—
) M 157.1185.22132 12.00
Y ”u:u”w‘:“‘ mum_“;‘_‘mw“_wml_ m/z 73.00 94.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
167.01g5 02130  256.0 m/z 60.00 90.31%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T
12.00
5000 129.0 m/z 57.10 85.11%
185.0
|
0%?Rwuwumy”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.10 77.08%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 9,12-Octadecadienoic acid (... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.492 7.76 ng 483164  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
Abundance Scan 1768 (12.492 min): BF139857.D\data.ms (-1764) (- m/z 67.05 100.00%
67.0
5000 ﬁkJ/\A\f_JV
09.1 -
150.2 12.50
0, HH H Hh\ L \hh\ Hh H\ ‘ 182 1 2‘29 ‘3 . ‘26‘3‘3 ‘29‘4‘ m/z 81.05 82.8400
miz--> 50 100 150 200 250
Abundance #191918: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 R
12.50
09.0 294( m/z 55.10 80.99%
27.0 ‘ H 263.0
ol b AL g wm‘ m ‘m‘l‘o 200 |1
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
P
12.50
5000 m/z 41.10 66.10%
09.0
149.0
0h— LMM L1 n\\h\ H‘\ uh o b s ‘ZQZF) ?94‘(
m/iz--> 50 100 150 200 250
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate P
67.0 12.50
m/z 95.10 55.06%
5000
09.0 294.(
263.0
o m‘w‘w‘m W‘¥§?O 2200 L -
miz--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 «cis-13-Octadecenoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.645 12.13 ng 755021  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 99
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 98
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 98
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 96
5 Palmitoleic acid 254 C16H3002 000373-49-9 93

Abundance Scan 1794 (12.645 min): BF139857.D\data.ms (-1787) (-] ' m/z 55.10 100.00%

58.1
5000 FN\J\JJ\A\A\M\ﬁv
ﬁ

—
12.50 13.00

37.1 2902 264.3 .
— U‘ i “%8‘0"1‘ LS B myz 41.10 70.09%

m/z--> 50 200 250
Abundance #176218. C|s-13-0ctadecenoic acid
55.0

5000 — e
12.50 13.00

m/z 69.10 58.06%

umumﬂumm?\“%soo‘ ?%29‘ f?ﬁo“
m/z--> 100 200 250
Abundance #176229.Uans—l34)dadecenok:add
55.0

7
12.50 13.00

o

O

5000 ITI/Z 43.10 44 ,33%
97.0
264.0
o150, u“ I “\Hm L B3T0 1800 2220 2P0
miz--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid —— —
55.0 12.50 13.00
m/z 67.05 43.02%
5000 ‘JML\
264.0
0 D \“ “‘ \\ u‘“‘h \‘\ \‘H“\‘ uh ‘\\1‘8?'9 ‘ ?2;‘\2"0‘ e = —r—
miz--> 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.721 2.29 ng 142215  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 1807 (12.721 min): BF139857.D\data.ms (-1803) (- m/z 43.10 100.00%

43.1
5000

0 m/z 57.10 85.17%

m/z--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0

5000 129.0 — —
12.50 13.00
p3.0 284.0
1850 540 2°F m/z 73.00  85.01%
ob— “‘ W M " \\1 w“‘ ‘ L, ’L r“\ “ e \‘ “\ ‘ o —
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
o e
12.50 13.00
5000 1290 m/Z 69. 09 83 . 9700
7.0 1710 2130 256.0
oLb— ‘M’ W “H‘u‘ Hh“\ ;‘H‘\‘ il ‘\ ‘ “‘ “ , ‘ , \‘ “‘ T ‘ ‘\‘ ——
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid pepag T
73.0 12.50 13.00
41,0 m/z 55.10 81.97%
5000 129.0
‘ 199.0 2420
ol L ’H‘n M‘u; “‘ ‘1‘67‘[-9“ ‘i L ‘L‘ ———— I ——
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Tetratriacontyl pentafluoro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.898 2.07 ng 109421  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 90
2 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 90
3 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 90
4 1-Docosene 308 C22H44 001599-67-3 89
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 87

Abundance Scan 2007 (13.898 min): BF139857.D\data.ms (-2004) (- m/z 57.10 100.00%
57.1

E

5000
— —r
J}f‘l 1215.1 3051 13.50 14.00
O s e M/z 43,180 74.14%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #347933: Tetratriacontyl pentafluoropropionate
57.0
5000 — e
13.50 14.00
m/z 71.10 52.34%
oL LT 2220 32008010 4760 6220
\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349033: Tetratriacontyl heptafluorobutyrate
57.0
— —r
13.50 14.00
5000 m/z 55.10 50.70%
9.0 MLWJ\W
ol+dl | %ﬂ ...222.0 306.0 390.0 476.0 672.!
L e e e e
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348587: Hexatriacontyl pentafluoropropionate “ —
57.0 13.50 14.00
m/z 83.10 38.02%
5000

%

0 #“‘ 222.0 306.0377.0 5040  650.0
HHH,H,H -

T
m/z--> 0 50 100150200250300350400450500550600650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101824\
Data File : BF139857.D

Acqg On : 18 Oct 2024 16:46
Operator : RC/JU

Sample : P4422-01 2X

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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... 2.152 21.3 ng 1077340 1 6.892 1010980 20.0
Carbonic acid, ... 9.328 2.5 ng 140912 3 9.922 1119020 20.0
Decahydro-1,1,4... 9.639 2.9 ng 164255 3 9.922 1119020 20.0
Nonadecane 9.851 2.7 ng 148643 3 9.922 1119020 20.0
Tridecane 10.833 3.2 ng 199111 4 11.410 1244660 20.0
n-Hexadecanoic ... 11.933 4.2 ng 259556 4 11.410 1244660 20.0
9,12-Octadecadi... 12.492 7.8 ng 483164 4 11.410 1244660 20.0
cis-13-Octadece... 12.645 12.1 ng 755021 4 11.410 1244660 20.0
Octadecanoic acid 12.721 2.3 ng 142215 4 11.410 1244660 20.0
Tetratriacontyl... 13.898 2.1 ng 109421 5 14.051 1057630 20.0
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