LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc :

ALS Vvial : 10 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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137561.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.281 24 33 42 rVB 1043508 1447030 27.42% 3.422%
2 5.569 588 592 615 rBvV 4827944 4863368 92.17% 11.500%
3 6.192 695 698 701 rBV 267994 214518 4.07% 0.507%
4 6.545 753 758 765 rBV 4576097 4974505 94.27% 11.763%
5 6.604 765 768 774 rVB 216567 216647 4.11% 0.512%
6 6.898 815 818 829 rBV 1523556 1364205 25.85% 3.226%
7 7.457 909 913 931 rBV 3213776 3124572 59.22% 7.389%
8 8.104 1019 1023 1026 rBV 952522 789405 14.96% 1.867%
9 8.169 1030 1034 1053 rVB 2066607 1902451 36.05% 4.499%
10 9.251 1213 1218 1221 rBV 5804992 5276630 100.00% 12.477%
11  9.557 1267 1270 1272 rBV3 155190 147520 2.80% 0.349%
12 9.839 1315 1318 1321 rVB2 125331 128736 2.44% 0.304%
13 9.880 1321 1325 1326 rBvV3 89634 123713 2.34% 0.293%
14  9.928 1326 1333 1337 rBV 2648204 2385672 45.21% 5.641%
15 10.192 1376 1378 1380 rBvV2 128615 104197 1.97%  0.246%

16 10.339 1400 1403 1405 rBV2 152554 173846
17 10.592 1444 1446 1452 rVB 326565 359661 6.82%
18 10.722 1464 1468 1472 rBV 2450437 2630015 49.84%
19 10.804 1480 1482 1487 rBV5 210796 278953 5.29%
20 10.863 1489 1492 1495 rVB 757886 723886 13.72%

w
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21 11.e57 1523 1525 1527 rBV 252304 209110 3.96%
22 11.333 1568 1572 1575 rVB 1203530 1226612 23.25%
23 11.427 1585 1588 1593 rBV 1808610 1816802 34.43%
24 12.492 1767 1769 1772 rVB 391709 324691 6.15%

0O PrPNOG
N
O
[9))
B

25 13.033 1857 1861 1864 rBV 3738618 3542164 67.13% 376%
26 13.951 2014 2017 2029 rVB 338799 498498 9.45% 1.179%
27 14.092 2037 2041 2052 rVB 1236977 1447092 27.42%  3.422%
28 14.580 2121 2124 2127 rBV 240777 222027 4.21% ©.525%
29 15.174 2223 2225 2235 rVB 56394 122357 2.32% 0.289%
30 15.292 2241 2245 2249 rVB2 104992 131696 2.50% 0.311%
31 15.574 2290 2293 2299 rVB2 44961 69852 1.32% 165%

32 15.639 2299 2304 2314 rBV 890317 1269278 24.05%
33 16.215 2398 2402 2409 rVB2 65075 114981 2.18%
34 17.498 2615 2620 2626 rVB2 32293 64788 1.23%
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N
B

Sum of corrected areas: 42289478
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Mar 2024 17:47
¢ CG\JU
. P1720-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031124\
BF137561.D

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF137561.D\data.ms

5.569
6.545

7.457

6.898
2.281

6.192 .604

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

5000000

4000000

3000000

2000000

1000000

TIC: BF137561.D\data.ms
9.251

13.033

10.722 11.427

8.169

8.104

0
Time-->

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

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF137561.D\data.ms

15.639
14.580

1513492155 16.215 17.498

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T ‘ 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\BF031124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47

Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.281 21.21 ng 1447030 1,4-Dichlorobenzene-d4 6.898
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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 33 (2.281 min): BF137561.D\data.ms (-24) (-) m/z 73.05 100.00%
3.0
5000
43.0
87.1 R S
‘ 91 220 240 260
el R m/z 43.05  37.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L AL R e B R
43.0 220 240 260
: 87.0 m/z 55.10 27.26%
29.0 L
\‘H\”“HH“‘!‘\‘!\‘\!\‘?‘-\O\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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 N ——
220 240 260
5000 41.0 55.0 m/z 87.10 23.62%
27.0
S A 112.0 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- MR oo
73.0 220 240 260
m/z 41.05 12.25%
5000 43.0
58.0
29.0 8.0
[ Uy |
T e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260

8270-BF022924.M Tue Mar 12 11:15:59 2024

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.192 3.14 ng 214518 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 97
2 .alpha.-Pinene 136 C10H16 000080-56-8 95
3 (+)-3-Carene 136 C1OH16 000498-15-7 91
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
Abundance Scan 698 (6.192 min): BF137561.D\data.ms (-695) (-) m/z 93.05 100.00%
3.0
5000
77.0
P e e e
41"0 ‘ 1211 ., 5.80 6.00 6.20 6.40 6.60
\\\‘\\\\““\\“1“\6‘2‘.9\‘\\““\\ ‘\“\“‘\\\“‘\\\\“\ m/Z 91.05 43.32%
miz--> 20 40 60 80 100 120 140
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 I L L B R
5.80 6.00 6.20 6.40 6.60
77.0 m/z 92.10 34.81%
41.0 ‘ ‘ 1210,
\]-\5\.0‘\‘\‘\\““\\56\ \\ “‘\\ ‘\‘\“‘\\\“\\\1"\
miz--> 20 100 120 140
Abundance #18035.amhaerene
93.0
P e T
5.80 6.00 6.20 6.40 6.60
5000 m/z 77.05 29.83%
AL 77.0
U T
m/z--> 20 100 120 140
Abundance #18015.(+}3—Carene ““W““‘H““HA“
93.0 5.80 6.00 6.20 6.40 6.60
m/z 79.10 24.78%
5000
210 77.0 121.0136.0
150 1 “M ﬁ@ ‘ H“‘ H‘ i “ - !“ ‘ SO | WSSV
m/z--> 20 80 100 120 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 .beta.-Pinene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.604 3.18 ng 216647 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Pinene 136 C1OH16 000127-91-3 96
2 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1lOH16 000508-32-7 91
3 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1lOH1l6 018172-67-3 91
4 Cyclohexene, 4-methylene-1-(1-me... 136 C10H16 000099-84-3 91
5 .alpha.-Pinene 136 C10H16 000080-56-8 90
Abundance Scan 768 (6.604 min): BF137561.D\data.ms (-765) (-) m/z 93.10 100.00%
93.1
5000
41.0 69.1
R R ARE
121.1

I H‘ ‘ | 136.2 6.20 6.40 6.60 6.80 7.00
om,ww_wwm wam_m‘,‘ m/z 41.05  36.94%

m/z--> 20 100 120 140

Abundance #18019. .beta.-Plnene

93.0
41.0
5000 _/‘\\\\\‘\\\\’\\\\‘\\\\‘\\
69.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 34.86%
121.0136.0
\1\5‘\-0’\“}‘\\‘M\\““‘\“\“ H‘ \“\‘\“\\\“\\\1’\
miz--> 20 40 100 120 140
Abundance #18214: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl-
93.0
R R R
6.20 6.40 6.60 6.80 7.00
5000 m/z 91.05 27.73%
41.0
H ‘ ‘ 12101560
ey mm”\» oo 11
miz--> 20 40 60 80 100 120 140
Abundance #18259: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene e e
93.0 6.20 6.40 6.60 6.80 7.00
m/z 77.05 25.43%
5000 41.0
69.0
O O s
| L Al | i ‘ | ‘
e e e
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 1-Dodecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.104 8.30 ng 789405 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecene 168 C12H24 000112-41-4 96
2 2-Dodecene, (E)- 168 C12H24 007206-13-5 94
3 4-Dodecene, (Z)- 168 C12H24 007206-27-1 91
4 1-Decene 140 C1eH20 000872-05-9 90
5 4-Dodecene, (E)- 168 C12H24 007206-15-7 90
Abundance Scan 1023 (8.104 min): BF137561.D\data.ms (-1019) (-) m/z 43.10 100.00%
5000 97.1 J\
RN NN N RARAR
7.80 8.00 8.20 8.40
HJ“HM 1222 1682 ., 55.05  99.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43465: 1-Dodecene
43.0
69.0
5000 T T T T T i i
97.0 7.80 8.00 8.20 8.40
m/z 41.05 92.88%
250 | || 1280 168.0
\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #43492: 2-Dodecene, (E)-
55.0
B RRREEa
7.80 8.00 8.20 8.40
5000 29.0 m/z 56.05 85.03%
83.0
168.0
M‘ llﬂ-.o L 140.0 ‘\
R
m/z--> 20 40 60 80 100 120 140 160
Abundance #43473: 4-Dodecene, (Z)- R RRRE RS ]
55.0 7.80 8.00 8.20 8.40
m/z 69.05 74.17%
5000
29.0 83.0
168.0
e
R o RRNENERE e
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Undecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.592 3.02 ng 359661 Acenaphthene-d10 9.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 76
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
Abundance Scan 1446 (10.592 min): BF137561.D\data.ms (-1444) (- m/z 57.10 100.00%
57.1
Fg 2 10,50 |
— “‘ badlo 2692 2842 o/, 7110 55.00%
miz--> 50 100 150 200 250 300 350
Abundance #33081: Undecane
57.0
5000 — :
10.50
m/z 43.10 49.30%
|1 | poo 1560
| L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T \
10.50
5000 m/z 85.10 25.91%
| L \ | F ‘%410183022502670 323.0 380.(
= AT e
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ‘
57.0 10.50
m/z 41.10 23.44%
5000 MM
Lh )L ‘\ 714101830 2300 2960
i e B e P
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\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Cyclopentane, 1-butyl-2-pro... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.804 3.07 ng 278953  Phenanthrene-di10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 64
2 Cyclotetradecane 196 C14H28 000295-17-0 64
3 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 49
4 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 49
5 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 49
Abundance Scan 1482 (10.804 min): BF137561.D\data.ms (-1480) (- m/z 57.10 100.00%
57.1
5000
1.1
— ——
‘ ‘1671 10.50 11.00
L “‘“‘|!H‘L‘"‘"“”'c“"#‘“uH"“HH‘ e M/Z 69.18 94.08%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43583: Cyclopentane, 1-butyl-2-propyl-
69.0
5000 — ——
10.50 11.00
m/z 55.10 84.57%
Fso
\\H\‘\“\‘WILW\‘l\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71733: Cyclotetradecane
55.0
— ——
10.50 11.00
5000 m/z 71.10 64.79%
111.0
‘ } 196.0
HH“‘MHwi“%"HH“"H"m‘mwm‘mwmwm
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342310: Triacontyl trifluoroacetate — ——
57.0 10.50 11.00
m/z 43.10 61.12%
- i /\/\AJ\M/—/\L\//
‘ ‘ ,‘ ‘ 1l L [167.0222.0278.0334.0392.0 465.0
R e Bmaamseaa i e P e
m/z--> 50 100 150 200 250 300 350 400 450 500 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47

Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.M
: 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 Dodecane, 2,7,10-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.863 7.97 ng 723886  Phenanthrene-di10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 83
3 Hexacosane 366 C26H54 000630-01-3 78
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 59

Abundance Scan 1492 (10.863 min): BF137561.D\data.ms (-1489) (- m/z 57.10 100.00%
57.1
— —
1131 10.50 11.00
183.2 : :
ol u“ Dl pla S5P222020583 3336 07110 78,02
miz--> 50 100 150 200 250 300 350
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 — ——
10.50 11.00
‘ m/z 43.10 47.93%
113.0
\“\‘\“ ‘J‘\“‘\“\“\“\\‘\]\-8\3\.0‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #158619: Hexadecane, 2,6,10-trimethyl-
57.0
— —
10.50 11.00
5000 m/z 85.10 29.13%
112.0 183.0
Al om0
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane “ T
57.0 10.50 11.00
m/z 41.10 18.75%
w M
““ R e S R P —
mi/z--> 100 150 200 250 300 350 10.50 11.00

8270-BF022924.M Tue Mar 12 11:16:06 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 unknownll.057 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.057 2.30 ng 209110  Phenanthrene-di10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,5-dimethyl-, cis- 126 C8H140 007214-52-0 49
2 trans-3,5-Dimethylcyclohexanone 126 C8H140 007214-49-5 49
3 1-Butyl-1H-1,2,4-triazole 125 C6H11N3 006086-22-2 46
4 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 43
5 Cyclohexanone, 3,5-dimethyl- 126 C8H140 002320-30-1 43
Abundance Scan 1525 (11.057 min): BF137561.D\data.ms (-1523) (- m/z 69.10 100.00%
69.1
5000
111.1
T \
11.00
149.1 2052  266.3
(- | cmwm‘ Lo o 828 nyy 55,10 75.99%
miz--> 50 100 150 200 250 300
Abundance #13134: Cyclohexanone, 3,5-dimethyl-, cis-
69.0
5000 —
11.00
111.0 m/z 83.10 57.94%
’
miz--> 50 100 150 200 250 300
Abundance #13109: trans-3,5-Dimethylcyclohexanone
69.0
T \
11.00
5000 m/z 70.10 43.08%
ZIj 111.0
|
m/iz--> 50 100 150 200 250 300
Abundance #12294: 1-Butyl-1H-1,2,4-triazole T ‘
83.0 11.00
m/z 56.10 42.25%
5000
mi/z--> 50 100 150 200 250 300 11.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031124\
BF137561.D

: 11 Mar 2024 17:47
¢ CG\JU
. P1720-03

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Hexacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.333 13.50 ng 1226610  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 83
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78

Abundance Scan 1572 (11.333 min): BF137561.D\data.ms (-1568) (-} | m/z 57.10 100.00%
57.1
5000 W
1lbd il%d
‘ ‘ “ | M‘ “ 1412183222332673 w/z 71.16  81.38%
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 — —
11.00 11.50
m/z 43.10 48.18%
e h‘ “\ 1410183.0225.0267.0309.0 366.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
11.00 11.50
5000 m/z 85.10 46.65%
L‘ iy ‘\ “\ 19101830 2390 296.0
i i o e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane “ —
57.0 11.00 11.50
m/z 41.10 24.79%
| \ L F | 141.0183.0 225.0 267.0 3230 3804
““‘ A T e T e — ——
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.492 3.57 ng 324691 Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentacosane 352 C25H52 000629-99-2 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
Abundance Scan 1769 (12.492 min): BF137561.D\data.ms (-1767) (- m/z 57.10 100.00%
57.1
5000
‘ 99.1 12%6
2383 :
- ‘“ L “ L “483‘2‘ 298z 71.10 80.34%
mfz--> 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 R
12.50
m/z 43.106 50.31%
\“\\“H I “‘ \“\“\\“\\8\3\0‘\\\2\5‘3\'()\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
——
12.50
5000 m/z 85.10 46.75%
J 141.0 183.0 225.0  282.0
i S
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T
57.0 12.50
m/z 41.10 26.65%
5000
99.0
Ll 1101830 2250 267.0 3090 a2y
i o ——
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.951 6.89 ng 498498  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 2-Methylhexacosane 380 C27H56 001561-02-0 87
Abundance Scan 2017 (13.951 min): BF137561.D\data.ms (-2014) (- m/z 57.10 100.00%
57.1
5000 W&\ﬁ\b
‘ 14.00
7.1 .
o‘Hm_mﬂ‘l‘M‘mH,“Zf?;?”ﬁz?cﬁ‘H‘HHw‘_m_wm m/z 43.10  69.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246483: Tetracosane
57.0
5000 T
14.00
m/z 71.10 64.78%
27.0
‘\\I‘\‘\‘\J\J\f‘\tté“\%??\.(\)\\‘\\\\‘\3\3\§‘.(\)\H‘HH‘HH‘HH‘\\H‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #211086: Tridecane, 1-iodo-
57.0
——
14.00
5000 m/z 85.10 48.41%
183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T
57.0 14.00
m/z 55.10 27.57%
5000 M
| 1 || 12701970 267.0337.0407.0 491.0562.0
e A e e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.580 3.07 ng 222027  Chrysene-di2 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 86
3 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 86
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 80
5 1-Iodo-2-methylnonane 268 Cl1oH21I 1000101-47-9 80
Abundance Scan 2124 (14.580 min): BF137561.D\data.ms (-2121) (-} ' m/z 57.10 100.00%
57.1
5000 /\/\\/\h
1450 |
141.2 239.1 ‘ '
ob— u‘u H ‘L | 3771832 290128113022 376 /7 71.10  73.38%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —— ‘
14.50
9.0 m/z 43.10 57.12%
]-\ \d\ ‘ “‘ \h‘\ h“ \“‘ \]r\4.%‘9\]:8\3\0‘2\2\5\9‘ T \\29\6‘\0\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #141063: Heptadecane, 3-methyl-
57.0
T \
14.50
5000 m/z 85.10 52.12%
‘ 141.0 2250
wa_\ oweso |
m/z--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- T
57.0 14.50
m/z 55.10 25.11%
155.0 281.0
‘\m‘m%ﬁ’ff’?s‘ge‘«_W_H -
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.292 2.08 ng 131696  Perylene-di2 15.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 87
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 87
Abundance Scan 2245 (15.292 min): BF137561.D\data.ms (-2241) (-} ' m/z 57.10 100.00%
57.1
9.0 — —
‘ ‘ ‘ 252.1 15.00 15.50
- wh‘ 14 Li2 uu o POE Ly 2921 STl hs 7110 69.71%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — —
15.00 15.50
m/z 43.10 55.47%
J‘ hH\\J , 141.0183.0225.0 282.0
\\\\‘ \\[!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #141066: Heptadecane, 2-methyl-
43.0
—— —
15.00 15.50
5000 m/z 85.10 53.26%
5.0
J “ 1 127.0169.0 211 09540
e I I e e L e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 7 —
57.0 15.00 15.50
m/z 55.10 20.69%
o %/\MM
41.
50 || w |¥0ums0mso 20
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137561.D

Acqg On : 11 Mar 2024 17:47
Operator : CG\JU

Sample : P1720-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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... 2.281 21.2 ng 1447030 1 6.898 1364210 20.0
(1R)-2,6,6-Trim... 6.192 3.1 ng 214518 1 6.898 1364210 20.0
.beta.-Pinene 6.604 3.2 ng 216647 1 6.898 1364210 20.0
1-Dodecene 8.104 8.3 ng 789405 2 8.169 1902450 20.0
Undecane 10.592 3.0 ng 359661 3 9.928 2385670 20.0
Cyclopentane, 1... 10.804 3.1 ng 278953 4 11.427 1816800 20.0
Dodecane, 2,7,1... 10.863 8.0 ng 723886 4 11.427 1816800 20.0
unknownl11.057 11.057 2.3 ng 209110 4 11.427 1816800 20.0
Hexacosane 11.333 13.5 ng 1226610 4 11.427 1816800 20.0
Hexadecane, 2,6... 12.492 3.6 ng 324691 4 11.427 1816800 20.0
Tetracosane 13.951 6.9 ng 498498 5 14.092 1447090 20.0
Heneicosane 14.580 3.1 ng 222027 5 14.092 1447090 20.0
Eicosane 15.292 2.1 ng 131696 6 15.645 1269280 20.0
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