LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS Vvial : 16 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_ G\Methods\8270-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO61114.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.155 22 28 36 rVvB2 28804 50742 1.76% ©0.388%
2 5.528 424 432 442 rBV 48174 81771 2.83% 0.625%
3 7.109 695 701 707 rBvV2 55830 95142 3.29% 0.727%
4 7.937 834 842 849 rVB 114442 190869 6.61% 1.458%
5 9.089 1032 1038 1044 rVB 36565 60383 2.09% 0.461%
6 10.728 1307 1317 1324 rBV 149723 316110 10.94% 2.415%
7 11.650 1467 1474 1479 rBV6 19330 38084 1.32% 0.291%
8 11.756 1487 1492 1502 rBV4 19175 45468 1.57% 0.347%
9 11.921 1512 1520 1527 rBV3 26094 51794 1.79% 0.396%
10 12.150 1555 1559 1565 rBV 63909 100437 3.48% 0.767%
11 12.367 1590 1596 1605 rVB9 14685 39365 1.36% 0.301%
12 12.638 1638 1642 1647 rBV3 29136 46521 1.61% 0.355%
13 12.961 1693 1697 1702 rVB5 16292 28942 1.00% 0.221%
14 13.055 1709 1713 1718 rBV5 18808 35335 1.22% 0.270%
15 13.108 1718 1722 1727 rVB3 39427 55978 1.94% 0.428%
16 13.184 1728 1735 1740 rBV 94427 143868 4.98% 1.099%
17 13.395 1765 1771 1778 rBV 120490 182656 6.32%  1.395%
18 13.507 1783 1790 1794 rVV5 28427 62208 2.15% 0.475%
19 13.724 1821 1827 1834 rBV10 16861 37347 1.29% 0.285%
20 14.024 1875 1878 1880 rBv4 25933 33582 1.16% 0.257%
21 14.054 1880 1883 1886 rVV2 45649 65172  2.26% ©.498%
22 14.089 1887 1889 1895 rVB3 31281 42504 1.47% 0.325%
23 14.471 1948 1954 1959 rBV 190756 250212 8.66% 1.912%
24 14.565 1962 1970 1978 rVV 236711 396521 13.72%  3.029%
25 14.911 2022 2029 2031 rBV6 24587 49152 1.70% ©0.376%
26 14.964 2035 2038 2045 rVV6 36308 68919 2.39% 0.527%
27 15.023 2045 2048 2053 rVV5 18967 33537 1.16% 0.256%
28 15.088 2053 2059 2067 rVB5 42420 90205 3.12% ©0.689%
29 15.422 2108 2116 2120 rBV 220152 287672 9.96% 2.198%
30 15.522 2130 2133 2141 rVBS 16744 29894 1.03% 0.228%
31 15.611 2143 2148 2151 rBV4 27717 44763  1.55% 0.342%
32 15.828 2178 2185 2189 rBV 71918 121704 4.21% 0.930%
33 15.981 2207 2211 2216 rBV5 26465 49171 1.70% 0.376%
34 16.051 2217 2223 2229 rVB3 94176 168994 5.85% 1.291%
35 16.286 2258 2263 2266 rBV 225153 329871 11.42%  2.520%

36 17.079 2393 2398 2401 rBV 184316 239362 8.28% 1.829%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS Vvial : 16 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_ G\Methods\8270-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.132 2403 2407 2417 rVB 79383 138430 4.79% 1.058%
38 17.309 2432 2437 2441 rBV 263509 396711 13.73% 3.031%
39 17.356 2441 2445 2450 rVB 141399 217099 7.51% 1.659%
40 17.444 2457 2460 2466 rVB 47430 67641 2.34% 0.517%
41 17.737 2504 2510 2514 rBV6 23215 42533  1.47% 0.325%
42 17.814 2519 2523 2529 rBV 175240 225064 7.79% 1.719%
43 17.984 2547 2552 2558 rVB 383853 499669 17.29% 3.817%
44 18.213 2587 2591 2594 rBV2 31176 40679 1.41% 0.311%
45 18.384 2616 2620 2623 rBV2 33699 51005 1.77% ©.390%

46 18.507 2637 2641 2650 rBV 161591 220175 7.62%  1.682%
47 18.971 2717 2720 2726 rBV5 22422 37258 1.29% ©.285%
48 19.130 2741 2747 2750 rBV 2321691 2889630 100.00% 22.076%
49 19.159 2750 2752 2762 rVB2 1343510 1650597 57.12% 12.610%
50 19.289 2770 2774 2780 rBV 211726 274544  9.50%  2.097%

51 19.365 2780 2787 2795 rVV 303960 506156 17.52% 3.867%
52 19.723 2840 2848 2858 rBV2 232164 481117 16.65% 3.676%
53 19.929 2879 2883 2887 rVB 184567 222647 7.71% 1.701%
54 20.246 2934 2937 2942 rVB 96762 107512 3.72% ©.821%
55 20.323 2947 2950 2954 rVB 39540 49282 1.71% ©.376%
56 20.381 2958 2960 2964 rVB3 39169 43388 1.50% ©.331%
57 20.740 3018 3021 3026 rVB 77964 91388 3.16% ©.698%
58 21.245 3103 3107 3115 rVB4 64434 96034  3.32% 0.734%
59 21.568 3155 3162 3167 rBV3 296976 629185 21.77% 4.807%
60 24.706 3690 3696 3701 rBV2 58283 147579 5.11% 1.127%

Sum of corrected areas: 13089578
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG061114.D\data.ms

2000000
1500000
1000000

500000

10.728
b 155 5.528 7.109 7.937 9.089 116556831130%557.638

N
L e e I I L B L L B L B B B B B

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG061114.D\data.ms

19.130

2000000

1500000 19/159

1000000

M? 7L818.384 18.9

e e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18. 00 18.50 19.00 19. 50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG061114.D\data.ms

500000 17.984 19208, 21.568
o &7 16286 17, Af 5617.814  18.507 M%% 0.740 21.245

2000000

1500000

1000000

500000
24.706

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 15
R.T. EstConc Area Relative to ISTD R.T.
3.155 5.32 ng 50742 1,4-Dichlorobenzene-d4 7.937

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25

4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 1-Pentanamine 87 C5H13N 000110-58-7 9

Abundance  Scan 28 (3.155 min): BG061114.D\data.ms (-22) (-) m/z 73.00 100.00%

73.0
43.0
5000
87.1

H 320 340 3.60
HWHwH‘HH,Hm,uHmw_HWm_Mwwwuw m/z 43.00 63.63%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

o

5000 L I L
55.0 320 340 3.60
87.0 m/z 55.00 43.38%
OH\‘\H\‘HH‘H\m"}\H’HH‘\\H‘\H\H\1\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2246: Silane, tetramethyl-
73.0
1
320 340 3.60
5000 m/z 87.10 26.61%
43.0
e e e e T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9526: 3-Pentanol, 2,4-dimethyl- —

73.0 320 340 3.60
m/z 39.10 21.16%

5000 55.0
‘H \‘ o sro 1140 [y

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 320 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\

Data File : BG@61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11921 3.8 ng 51794 Naphthalene-ds 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96

2 Naphthalene, 1,2,3,4-tetrahydro-.

. 146 C1l1H14

3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14
4 Naphth[1,2-b]Joxirene, 1a,2,3,7b-...

146 C10H1e0

002809-64-5 95
000769-25-5 87
002461-34-9 78

5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 53
Abundance Scan 1520 (11.921 min): BG061114. D\data ms (-1512) (- | m/z 131.05 100.00%
1.1
MAA
39.0 1051 IAYTAAP
‘ 65.0 ‘ | 165.1 12.00
0 m‘mu‘w‘u\‘ lu, Wl b m‘m}“w m/z 118.10  83.41%
miz--> 0 60 8 100 120 140 160
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 " M‘MA\ A}\" .
105.0 12.00
m/z 146.05 63.99%
39.0 77.0 ‘ |
0\\\‘\\\\“‘!‘“ m h\‘“‘\\‘}\“h‘\\ “‘u‘\\\‘\\\
miz--> 20 60 80 100 120 140 160
Abundance  #25041: Naphthalene, 1,2,3,4- tetrahydro—5—methyl—
31.0 R
N AN
12.00
5000 ITI/Z 117.00 46.93%
39.0 910
15.0 ‘ 63.0
miz--> 20 40 60 100 120 140 160 m/\W
Abundance #25023: Benzene, 2—ethenyl—1,3,5—tr|methyl— I ’)M‘ il E—— ‘MM
131.0 12.00
m/z 115.00 34.42%
5000 91.0
I J“‘ l ‘w‘“‘ gl “‘ \m - ““ e WMM Licy ‘WM I
m/z--> 20 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.150 6.35 ng 100437 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 76
2 Decane, 1-iodo- 268 C1OH21I 002050-77-3 72
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 68
4 1-TIodoundecane 282 C11H23I 004282-44-4 64
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 64

Abundance Scan 1559 (12.150 min): BG061114.D\data.ms (-1555) (- | m/z 57.05 100.00%

57.0
5000

12.00 12.50
99.1 129.1160.1

0 N i m/z 43.10 92.08%

miz--> 0 20 40 60 80 100120140160180200220240260

Abundance #59028: Tridecane

57.0
5000 oo =

12.00 12.50

m/z 41.05 57.35%

27‘.0 ‘ 99.0 184.
\‘HH‘\‘H\“‘}H “\\“}\"1‘\\\“‘\\1‘\‘\‘\]-\4\.‘17\9\‘\\\\8’1\\0\’\\H‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #157263: Decane, 1-iodo-

43.0

T
12.00 12.50

o

5000 85.0 m/z 71.05  33.31%
141.0
Y SNSRI - E—L1: 2
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #59045: Dodecane, 2-methyl-
43.0 12.00 12.50

m/z 85.10  25.48%

5000 85.0
141.0
0 2.0 “ \‘ H\ Iyl \ | “ \1840
o e e e e e e e

m/z--> 0 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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-Iodo-2-methylundecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.396 9.21 ng 182656  Acenaphthene-di10 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 86
2 Hexadecane 226 C16H34 000544-76-3 72
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 68
4 Heptadecane 240 C17H36 000629-78-7 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
Abundance Scan 1771 (13.395 min): BG061114.D\data.ms (-1765) (- | m/z 57.10 100.00%
57.1
1300 1350
99.1 154.1 : .
ob— ‘c““‘\ | S A S— m/z 43.05 90.49%
miz-> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
5000 ol eha®
13.00 13.50
m/z 41.00 56.24%
99.0
Ot “\ ‘\“ T I ‘h‘ \h\ “‘ i “1\6?(\) T 2’1\1\0\ L —— \2\96“
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
— ——
13.00 13.50
5000 m/z 71.10 40.67%
0 2qlo““ ! “‘99{'0‘ 1410 183.0 226.0
e e e e LB B e e
miz--> 50 100 150 200 250 UL/JL
Abundance #74019: Tridecane, 6-methyl- Py =
57.0 13.00 13.50
m/z 85.10 30.73%
5000
98.0
01‘5-‘0\“ A ‘ “\ 400 1830
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Methoxyacetic acid, 2-tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.054 3.29 ng 65172  Acenaphthene-di0 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 72
2 Nonane, 1-iodo- 254 C9H19I 004282-42-2 72
3 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 64
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 64
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 64
Abundance Scan 1883 (14.054 min): BG061114.D\data.ms (-1880) (- | m/z 43.10 100.00%
3.1
71.1
5000
T
Ll e 308
0 Hwm“‘w“_”‘!m‘lmqu‘l‘w”ﬁuHwHm‘m_mwww m/z 57.85 90.97%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #181683: Methoxyacetic acid, 2-tetradecyl ester
57.0
5000 ACA :
29.0 8.0 14.00
m/z 71.1@ 75.83%
197.0
O T \‘ \‘LH\ \‘ih‘\ \M T “‘h \H\ \H‘ T \ T ‘ \ \]\-i4‘]T \(\)\1‘6\\8\3\ T U‘ TTTT ‘ T \\zﬁ\s\\o\ ‘ T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #141248: Nonane, 1-iodo-
43.0 71.0
7
14.00
5000 m/z 55.00 45.,23%
127.0
050 | | | |e8o | 155.01830 254.C
A RAan s a e e  RARARRRREAR
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59109: Nonane, 5-methyl-5-propyl- 7 ‘
71.0 14.00
43.0 m/z 85.10 40.71%
5000
127.0
‘ 99.0 ‘
0 "w““‘J"‘“1""w‘w"‘w“"w“"w"H_wwwww MA{A’\ :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.471 12.62 ng 250212  Acenaphthene-di10 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 91
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1954 (14.471 min): BG061114.D\data.ms (-1948) (- m/z 57.10 100.00%
57.1
- uAﬂjthﬂAAthﬂﬁju/V
1450
99.1 .
141.1
ob Ml AT, 14l 18212123 m/z 43.05 86.54%
miz-> 50 100 150 200 250
Abundance #90193: Pentadecane
57.0
5000 T
14.50
2120 m/z 41.00 49.51%
27‘-0 | 990 1410 '
O T “\ ‘\“‘ ‘\ ‘!‘ \“‘\ “" \“ T “\ {‘ “\ ‘\ T T ‘ \‘ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #90200: Tridecane, 4,8-dimethyl-
57.0
——
14.50
5000 m/z 71.05 42.62%
R7.0
‘ ‘ ‘ 98.0 1410
ol Ld i, p a0
miz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane T
57.0 14.50
m/z 55.10 31.60%
R7.0 99.0
ol Il L0 1890 a1 296.(
e I AL A e o e e e —
m/z--> 50 100 150 200 250 14.50

8270-BGR43024.M Mon May 06 05:36:38 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\

Data File : BG@61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknownl4.964 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.964 3.48 ng 68919  Acenaphthene-die 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 38
2 Octane, 4-methyl- 128 C9H20 002216-34-4 30
3 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 22
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 22
5 Nonane 128 C9H20 000111-84-2 22

Abundance Scan 2038 (14.964 min): BG061114.D\data.ms (-2035) (- | m/z 57.10 100.00%
57.1
168.1
5000
1132 T
‘ ‘ ‘ 202.2 304. 15.00
0 M\‘ \H\H\\“HL\ HMM ‘M ‘h |1 ‘\\‘ -k m/z 43.00 90.46%
miz-> 50 100 150 200 250 300
Abundance #33079: Undecane
57.0
5000 1
15.00
m/z 168.05 70.40%
98.0 156.0
01\5.\d“\ ‘i“”H\ ‘\“ \“‘\ H‘ s “\ L B B B B B B
miz-> 50 100 150 200 250 300
Abundance #14529: Octane, 4-methyl-
43.0
TN/ )
15.00
5000 85.0 m/z 170.05  48.55%
LI, o0
L N
miz--> 50 100 150 200 250 300
Abundance #59053: Undecane, 5,7-dimethyl- chog LD o e
43.0 15.00
m/z 85.05 40.41)
5000
85.0
‘ 127.0
o"M‘Hw“m‘HH_‘H_‘H_H" alvrl
m/z--> 50 100 150 200 250 300 15.00

8270-BGR43024.M Mon May 06 05:36:39 2024

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Sulfurous acid, butyl tride... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.088 4.55 ng 90205  Acenaphthene-dile 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 72
2 Decane 142 C10H22 000124-18-5 68
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 59
4 Octadecane 254 C18H38 000593-45-3 59
5 1-Iodoundecane 282 C11H23I 004282-44-4 58
Abundance Scan 2059 (15.088 min): BG061114.D\data.ms (-2053) (- | m/z 57.05 100.00%
57.0
- e *NJ.\
‘ 15.00 |
113.2 145.1 183.3 220.3 .
oHww‘i‘mw“:““Jmﬂ“m‘uww‘u‘mwHmwwm‘ww m/z 43.00 89.12%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #224370: Sulfurous acid, butyl tridecyl ester
57.0
5000 — :
85.0 15.00
m/z 55.00 49.70%
29.0
B0 00 180 s
H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #22069: Decane
43.0
T
15.00
5000 m/z 41.00 41.75%
71.0
o ||| | (%90 1420 5,
H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H_‘H‘HH‘H‘w‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #241461: Sulfurous acid, butyl tetradecyl ester —— ‘
57.0 15.00
m/z 71.00 39.60%
5000
85.0
29.0
obord L 1130141.0166,01970 31,0 261
e e e e e e e e e e e P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 15.00

8270-BGR43024.M Mon May 06 05:36:41 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.422 14.51 ng 287672  Acenaphthene-di10 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tridecane 184 C13H28 000629-50-5 90
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 2116 (15.422 min): BG061114.D\data.ms (-2108) ( | m/z 57.10 100.00%
7.1

5
5000
85.1

1131
1411 1692 197.1 2263 /7 43.10 91.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0

5000 T
85.0 15.50
29.0

m/z 41.05 49.49%

‘\‘ L ‘\ M\ H\ el 11§0 . 14;"'0 169.0 226.0
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0

o

o

15.50
5000 m/z 71.05 43.31%
29.0 85.0
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74013: Tridecane, 2-methyl- —
57.0 15.50

m/z 85.10  29.57%

5000
85.0
29 155.0
113.0 .
\‘ \‘ H Il I ‘ | | 183.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50

o

8270-BGR43024.M Mon May 06 05:36:42 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Undecane, 3,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.828 6.14 ng 121704  Acenaphthene-di10 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 76
3 Dodecane 170 C12H26 000112-40-3 53
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
5 Heneicosane 296 C21H44 000629-94-7 47
Abundance Scan 2185 (15.828 min): BG061114.D\data.ms (-2178) (- | m/z 57.10 100.00%
57.1
- M
85.1 - T
113.1 15.50 16.00
145.0 169.2
0,200'3 m/z 43.00 61.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 o =
15.50 16.00
29.0 650 m/z 71.05 33.04%
-~ 113.0
O\‘\‘\‘\ \"‘\\\‘!“\\w\“i‘\\\H‘\\M\‘\\\\‘\J-\S\T\r’.‘o\\\]\-‘sé\.(\)\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
. T
15.50 16.00
5000 m/z 41.05 29.16%
85.0
0 ‘L | 41180 1550 1840
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45479: Dodecane “ ——
43.0 15.50 16.00
m/z 55.05 24.70%
71.0
5000
‘ ‘ H 98.0 1270 170.0
0"JH‘HiHmu‘ﬂm‘\‘HW"Uw‘M‘wu“‘_‘ﬁ‘_““u“‘u — —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

8270-BGR43024.M Mon May 06 05:36:44 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Silane, trichlorooctadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.286 16.63 ng 329871 Phenanthrene-d10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 86
3 Pentadecane 212 C15H32 000629-62-9 83
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 2263 (16.286 min): BG061114.D\data.ms (-2258) (- m/z 57.10 100.00%
57.1

:

5000
9.1 16.00 16.50
169.1
— F b 28042811 m/z 43.10  86.41%
miz--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
5000 st s
16.00 16.50
m/z 41.10 49.25%
ol2 dL‘ dd u9¥4101840
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> O 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
— —
16.00 16.50
5000 m/Z 71.05 41.70%

H % K Hl 0 189.0231.0273.0315.0 _ 386.C

o
=
¥ EE—

%

m/z--> 50 100 150 200 250 300 350
Abundance #90190: Pentadecane
57.0 16.00 16.50
m/z 85.05 35.27%
5000
L ‘ %1410 2120
ol P Py
m/z--> 50 100 150 200 250 300 350 16.00 16.50

8270-BGO43024.M Mon May 06 05:36:46 2024 Page: 14



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
BG061114.D

3 May 2024 20:17
: MA/JU
¢ P2357-01 5X

: 16 Sample Multiplier: 1

hod
le

ry

: C:\Database\NIST20.L

HD-01-05022024

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .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 12 Nonadecane, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.079 12.07 ng 239362  Phenanthrene-di10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90
3 Tetradecane, 6,9-dimethyl- 226 C1l6H34 055045-13-1 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2398 (17.079 min): BG061114.D\data.ms (-2393) (- | m/z 57.10 100.00%
57.1

%

5000
85.0
113.2 17.00
Ol 14101681 200.0228.1254.5 m/z 43.05 87.81%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #176392: Nonadecane, 2-methyl-
57.0
5000 — T |
85.0 17.00
29.0 m/z 41.00 47.74%
0 I “ ) [MP0191016001070 2390567
‘HH‘H\‘HH‘\\H‘\H\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH

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

%

Abundance #141065: Heptadecane, 2-methyl-
43.0
17.00
5000 71.0 ITI/Z 71.10 45.75%
211.
e R/ R, WM oS St R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107238: Tetradecane, 6,9-dimethyl- —r—
57.0 17.00
m/z 85.05 34.36%
5000 290
85.0
155.0
o h ‘ 1130 T 197.0226.0
‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H“ s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.00

8270-BGR43024.M Mon May 06 05:36:48 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.132 6.98 ng 138430  Phenanthrene-di10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 64
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 62
3 Tetracosane 338 C24H50 000646-31-1 62
4 Octacosane 394 C28H58 000630-02-4 58
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 58

Abundance Scan 2407 (17.132 min): BG061114.D\data.ms (-2403) (1 | m/z 57.10 100.00%
7.1

57.
5000
184.1

—
usL o ‘ 232 2967 1 17.00 17.50
ob i bl LAY 4, 28222671 m/z 43.10  54.09%

m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0

5000 T
17.00 17.50
m/z 71.10 53.00%

99.0
\h‘\ ‘\“ “\ H‘ \‘“‘\ “L \“ \%\41‘1.‘(‘)\ }8\‘3\0‘ L \25“4\0\ L I
miz-> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

T
17.00 17.50

o

5000 m/z 41.00 41.95%
99.0
0 ‘\\ L “‘\ I \‘ | :\L4\10 183.0 239.0 296.0
e e e S e e
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 17.00 17.50

m/z 55.05 32.40%

5000
‘H 99.0
il

NEREYY | | 141.0 183.0 2250 267.0 338!
S A R 1 A

T 7
m/z--> 50 100 150 200 250 300 17.00 17.50

8270-BGR43024.M Mon May 06 05:36:49 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Tridecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.814 11.35 ng 225064  Phenanthrene-di10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2523 (17.814 min): BG061114.D\data.ms (-2519) (-~ | m/z 57.05 100.00%
57.0
5000
85.1
— —
| 113.1141.0169.1198.1226.1 17:50 18.00
O rer bl o0 2410169.1108.12261 2681 0 43 19 84.39%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #90190: Pentadecane
57.0
5000 — i
85.0 17.50 18.00
29.0 m/z 41.05 48.58%
\’\H\‘HH’\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107218: Hexadecane
57.0
— ——
17.50 18.00
5000 m/z 71.05 40.78%
85.0
29.0
0 ‘\ L L4 H‘ 113.0141.0169.0197.0 226.0
R U R R e e R e R R R
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #74013: Tridecane, 2-methyl- . T
57.0 17.50 18.00
m/z 85.10 32.01%
5000
85.0
29.0
A 0 oL I pe7 SV W,
m/z--> 20 40 60 80 100120 140160 180200 220 240 260 17.50 18.00

8270-BGR43024.M Mon May 06 05:36:50 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\

Data File : BG@61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.984 25.19 ng 499669  Phenanthrene-d10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 81

4 Undecanoic acid,

10-methyl-, met... 214 C13H2602

005129-56-6 80

5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 72
Abundance Scan 2552 (17.984 min): BG061114.D\data.ms (-2547) (- | m/z 74.00 100.00%
74.0
43.1
5000
i
18.00
0 m/z 87.00 83.47%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 1
43.0 18.00
143.0 m/z 43.18  68.76%
0 ‘u \“ L\‘ i \‘\115 o\ 17\1 0\199 022\70 279(
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
—
18.00
5000 43.0 m/z 55.05 54.25%
143.0
| 1, 1150 | 1850 2280
Ol e 2 e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126207: Methyl tetradecanoate T
74.0 18.00
m/z 41.00 53.71%
5000
430 143.0
199.0
o150, | LIl o, | amo > 2420 JU
m/z--> 20 40 60 80 100120140160180200220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.507 11.10 ng 220175  Phenanthrene-di10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane, 6,9-dimethyl- 226 C1l6H34 055045-13-1 87
3 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 86
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2641 (18.507 min): BG061114.D\data.ms (-2637) (- | m/z 57.10 100.00%
57.1

%

5000
18.50
141.1 243.2
o,}71121°128,2] m/z 43.1e  81.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
5000 —— |

18.50
m/z 71.10 42.39%

141.0 183.0 225.0 282.(

O\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107238: Tetradecane, 6,9-dimethyl-
57.0
T T \
18.50
5000 ITI/Z 41.00 41.15%
27,0
98.0 155.0
ol bl | 197.0226.0
‘“Hw‘HWH‘wHH‘HH_‘H_H‘VHW‘HWH‘WHH‘HH_‘HVH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107236: Pentadecane, 4-methyl- —
43.0 18.50
m/z 85.05 33.30%
5000
85.0
183.0
0 .1 TN L
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 9,17-Octadecadienal, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.130 145.68 ng 2889630  Phenanthrene-d10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 96
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 95
3 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 93
4 9,12-Octadecadienal 264 C18H320 026537-70-2 93
5 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 93

Abundance Scan 2747 (19.130 min): BG061114.D\data.ms (-2741) (- | m/z 67.95 100.00%

5000 J\(L
09.1 ‘ 1 ‘

\ T
19.00 19.50

‘ 150.0 263.1
220 3
o AL, P93%07 3169 384 L 5o o5 0. 58%
miz--> 100 150 200 250 300 350
Abundance #153472: 9,17-Octadecadienal, (Z)-
67.0
5000 T
19 OO 19 50
09.0 m/z 41.05 80.84%

o “\\HM\M‘ e 2070 2‘6\40 SR
miz-> 100 150 200 250 300 350
Abundance #191926. 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
19 00 19 50
5000 m/Z 81.10 77 .79%
09.0
‘ ‘ 149.0 262.0
0 m‘HL“ flol . et
m/z--> 50 100 150 200 250 300 350

Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate ‘
67.0 19 OO 19 50

m/z 95.10  53.33%

5000
09.0 294.0
0 Ll Il u\H Hh h“ “H “ \\ s 2‘20 ‘0 L I : ) ‘

I [N
m/z--> 50 100 150 200 250 300 350 19.00 19.50

1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 7-Hexadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.159 83.21 ng 1650600 Phenanthrene-d10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 96
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 90
4 11-Octadecenoic acid, methyl est. 296 C19H3602 001937-63-9 90
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90

Abundance Scan 2752 (19.159 min): BG061114.D\data.ms (-2750) (- | m/z 55.00 100.00%

55.0
5000
97.1
264.3 == =
71 1802 222.3 ‘ 19.00 19.50
ol ‘;‘ b3S ST L 12981 A 65 69.08%
m/z--> 100 150 200 250 300
Abundance #158443 7-Hexadecenoic acid, methyl ester, (Z)-
55.0
5000 —— -
19.00 19.50
m/z 69.05 41.95%
230 194 0
O T T \ H‘HH\ H“‘ ﬁ‘ \o\ T T ‘ T \2\36\ 0‘2\68\(\) T ‘ T
m/z--> 200 250 300

Abundance #194440 9 Octadecenmc acid (2)-, methyl ester

55.0
19.00 19.50
5000 m/z 74.00 35.69%
230
1800 222.0 264.0
o ww P

miz--> 150 200 250 300

Abundance #194418: 12—Octadecen0|c acid, methyl ester —— —
.0 19.00 19.50

m/z 67.00  33.40%

%

T

5000

23.0 296.0

o

— ‘
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.288 13.84 ng 274544  Phenanthrene-di10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 94
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 91
3 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 87
4 Methyl 13-methyltetradecanoate 256 C16H3202 1000424-50-7 80
5 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 70

Abundance Scan 2774 (19.289 min): BG061114.D\data.ms (-2770) (- m/z 74.00 100.00%

74.0
5000
143.1 255.3

39l0 ‘ ‘ ‘ 199.2 ‘ 208.4 19.00 10, 50
ol “w“” Madl g1 “ Lobec b U 889 sz g87.00  81.99%
miz--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 -
19 00 19. 50
143.0 m/z 43.10 %
L] ‘ 1990 255.0 298.0
O LI \ ‘ \ ‘ ‘H‘ M \‘ T ‘\ T ‘ \ T \‘\ “ T T T T “\ ‘\ T “ L
miz--> 100 150 200 250 300
Abundance #143571: Pentadecanoic acid, methyl ester
74.0
19 00 19 50
5000 m z 55.00 %

o

18.0 143.0 213.0 256.0

‘L\‘HJMM‘MM\W‘L‘M 1780, ‘Mh“‘k“‘ —
m/z--> 100 150 200 250 300
Abundance #14 :

3550: Methyl 9-methyltetradecanoate
74.0 19 00 19 50

m/z 41.05 50.70%

5000
‘ 143.0 2130 4560
‘ M\\ ‘ \H\\ i ‘\‘ N ‘\\ ‘
0

m/z--> 100 150 200 250 300 19 00 19 50

8270-BGR43024.M Mon May 06 ©5:36:57 2024 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 Nonadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.246 3.42 ng 107512  Chrysene-di12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 87
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 83
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83

Abundance Scan 2937 (20.246 min): BG061114.D\data.ms (-2934) (- | m/z 57.05 100.00%

57.0
5000

—— —
20.00 20.50
169.2 2231
0 F\.t27613423 401 nyz 43.00  79.47%
miz--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0

5000 — e
20.00 20.50

m/z 71.10 44.98%

0 Iy “\ I H‘ I 141 0183 0 268.0
T ‘ T ‘ T \ \ ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #74012: 3,5-Dimethyldodecane

57.0

T
20.00 20.50

5000 m/z 55.10 39.29%
15_4 ‘ %9 0 169.0
0P A et e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #287349: Octadecane, 1-iodo- —— ——
57.0 20.00 20.50

m/z 85.10  36.15%

5000
9.0
15.0 | L‘MJ | 185.09970 2530

oA A L e e — —
miz--> 50 100 150 200 250 300 350 400 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61114.D

Acqg On 3 May 2024 20:17

Operator : MA/JU

Sample : P2357-01 5X

Misc : HD-01-05022024

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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... 3.155 5.3 ng 50742 1 7.937 190869 20.0
Naphthalene, 1,... 11.921 3.3 ng 51794 2 10.728 316110 20.0
Tridecane 12.150 6.3 ng 100437 2 10.728 316110 20.0
1-Todo-2-methyl... 13.396 9.2 ng 182656 3 14.565 396521 20.0
Methoxyacetic a... 14.054 3.3 ng 65172 3 14.565 396521 20.0
Pentadecane 14.471 12.6 ng 250212 3 14.565 396521 20.0
unknownl14.964 14.964 3.5 ng 68919 3 14.565 396521 20.0
Sulfurous acid,... 15.088 4.5 ng 90205 3 14.565 396521 20.0
Hexadecane 15.422 14.5 ng 287672 3 14.565 396521 20.0
Undecane, 3,6-d... 15.828 6.1 ng 121704 3 14.565 396521 20.0
Silane, trichlo... 16.286 16.6 ng 329871 4 17.308 396711 20.0
Nonadecane, 2-m... 17.079 12.1 ng 239362 4 17.308 396711 20.0
Octadecane 17.132 7.0 ng 138430 4 17.308 396711 20.0
Tridecane, 2-me... 17.814 11.4 ng 225064 4 17.308 396711 20.0
Hexadecanoic ac... 17.984 25.2 ng 499669 4 17.308 396711 20.0
Eicosane 18.507 11.1 ng 220175 4 17.308 396711 20.0
9,17-Octadecadi... 19.130 145.7 ng 2889630 4 17.308 396711 20.0
7-Hexadecenoic ... 19.159 83.2 ng 1650600 4 17.308 396711 20.0
Methyl stearate 19.288 13.8 ng 274544 4 17.308 396711 20.0
Nonadecane 20.246 3.4 ng 107512 5 21.568 629185 20.0
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