LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc :

ALS vial : 7 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-BG041724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60960.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.164 26 30 36 rvB2 29148 43367 1.98% ©0.295%
2 5.531 426 433 441 rBV 467535 710158 32.39% 4.825%
3 7.112 694 702 712 rVB 474289 813432 37.10% 5.526%
4 7.940 837 843 850 rBV 123260 206328 9.41% 1.402%
5 9.092 1030 1039 1048 rVB 306881 533223 24.32% 3.622%
6 10.731 1310 1318 1324 rBV 152332 271931 12.40% 1.847%
7 10.796 1324 1329 1333 rVB2 20022 34195 1.56% 0.232%
8 13.193 1729 1737 1745 rBV 749025 1107665 50.52% 7.525%
9 13.927 1857 1862 1867 rVB 21673 30899 1.41% 0.210%
10 14.568 1961 1971 1978 rBV 262900 405199 18.48% 2.753%
11 16.054 2217 2224 2231 rBV 727750 1077796 49.15% 7.322%
12 16.718 2331 2337 2342 rBV3 31855 49969 2.28% 0.339%
13 16.865 2357 2362 2366 rBV3 29624 42665 1.95% 0.290%
14 17.088 2395 2400 2402 rBV3 23698 38315 1.75% 0.260%
15 17.318 2430 2439 2443 rBV 311566 507007 23.12% 3.444%
16 17.359 2443 2446 2449 rVB 53230 70701 3.22% 0.480%
17 17.488 2466 2468 2471 rBV4 27615 30525 1.39% 0.207%
18 17.629 2488 2492 2497 rBV6 25802 43406 1.98% ©0.295%
19 17.835 2523 2527 2528 rBV3 32365 45338 2.07% 0.308%
20 18.111 2567 2574 2579 rBv2 135221 318713 14.53% 2.165%
21 18.181 2584 2586 2589 rVV2 39122 41889 1.91% 285%
22 18.222 2589 2593 2600 rBV 269011 406733 18.55% 763%
23 18.275 2600 2602 2607 rBvV2 45895 58201 2.65%

24 18.340 2609 2613 2617 rBV 97489 169763  7.74%
25 18.534 2642 2646 2650 rBV2 165870 299441 13.66%

NEREONO
w
O
%]
R

26 18.775 2684 2687 2692 rBV 221914 374549 17.08%
27 18.986 2720 2723 2727 rBV 218120 291421 13.29%
28 19.163 2749 2753 2757 rBV 319899 542575 24.74%
29 19.374 2786 2789 2795 rBV2 546021 899352 41.02%
30 19.497 2807 2810 2813 rBV 189106 208605 9.51%

P OWERN
o))
[e]
(o))
R

31 19.732 2847 2850 2855 rBV 433574 577690 26.35%
32 19.938 2881 2885 2891 rBV2 1621711 2192728 100.00% 14.896%

w
O
N
v
R

33 20.267 2938 2941 2945 rBV2 317237 439653 20.05% 2.987%
34 20.314 2946 2949 2956 rVB 380393 699460 31.90% 4.752%
35 20.449 2969 2972 2978 rBV2 427651 706906 32.24%  4.802%

36 24.709 3692 3697 3706 rVB 184678 430011 19.61% 2.921%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 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-BG041724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 14719809
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060960.D\data.ms

2500000

2000000

1500000

1000000

500000 5531 7.112
9.092

7.940 10.731
3.164 10796

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG060960.D\data.ms

19.938
2500000

2000000
20.449

1500000

1000000
13.193 16.054

500000
14.568
13.927

L I == e S

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: BG060960.D\data.ms

2500000
2000000
1500000
1000000

500000 24.709

/\M

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\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 12
R.T. EstConc Area Relative to ISTD R.T.
3.164 4.20 ng 43367 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance  Scan 30 (3.164 min): BG060960.D\data.ms (-26) (-) m/z 73.05 100.00%

73.0
43.0
5000 55.0
87.1
e
H 320 3.40 3.60
Ot e L w2 43.00 60.67%
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B BB
43.0 3.20 340 3.60
"~ 950 87.0 m/z 55.00  38.64%
200 \ |
O\\\‘\\\\’\\\\‘\\\\“\\\\“\\‘\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2310: 1,3-Dioxolane, 2-methyl-
73.0
1
43.0 320 340 3.60
5000 m/z 87.10 26.62%
29.0 58.0
15.0 ‘ ‘ 87.0
oH‘_H‘,‘“‘wH1“‘“"H‘1!H_ww_mw“_m
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2246: Silane, tetramethyl- e
73.0 320 3.40 3.60
m/z 41.00 19.35%
5000
43.0
o 20 180 290 |/ 530630 | 880 il o L
e e e e e e e e F ““ ““‘
m/z--> 0 10 20 30 40 50 60 70 80 90 320 3.40 3.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
BGO60960.D

: 19 Apr 2024 15:33

: MA/JU

: P2188-02

: 7 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 2 unknownl®.796 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.796 2.51 ng 34195 Naphthalene-d8 10.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyclohexene-1-methanol, .alpha... 154 C10H180 007785-53-7 38
2 4-Pyridinamine, 3-chloro- 128 C5H5CIN2 019798-77-7 35
3 7-Octen-2-0l1, 2-methyl-6-methylene- 154 C10H180 000543-39-5 35
4 Azulene 128 C10H8 000275-51-4 27
5 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 27

Abundance Scan 1329 (10.796 min): BG060960.D\data.ms (-1324) (- | m/z 59.00 100.00%
59.0 128.1
5000 43.0 931
77 ST § B
] ]
oo B L P myz 128.05  99.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31331: 3-Cyclohexene-1-methanol, .alpha.,.alpha.,4-trirn
59.0
93.0
5000 —r— —
430 1210, . 1050  11.00
m/z 93.10 49.82%
27.0 ‘ ‘ 77
0 T \H‘\ \‘i‘\‘\‘{“‘\‘i \“!“\ \H}‘\ \‘!‘M T \‘H T “\ T \“‘ \%5\4;(‘)
miz--> 20 40 60 80 100 120 140 160
Abundance #13784: 4-Pyridinamine, 3-chloro-
128.0
—— —
10.50 11.00
5000 m/z 42.95 43.65%
93.0
41.0  66.0
H ‘ 112.0
0 ‘\\\JHMHMM ‘M1‘1“‘WW}M‘W b
m/z--> 20 40 60 80 100 120 140 160
Abundance #31137: 7-Octen-2-ol, 2-methyl-6-methylene-
59.0 10.50 11.00
m/z 121.00 37.48%
43.0
5000
79.0
L o o
OF ettt e e o
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.111 12.57 ng 318713  Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 68
2 Octadecane 254 C18H38 000593-45-3 64
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 1-TIodoundecane 282 C11H23I 004282-44-4 59
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 59
Abundance Scan 2574 (18.111 min): BG060960.D\data.ms (-2567) (- m/z 57.10 100.00%
57.1
5000 WJM
7.1 —— —
18.00 18.50
140.1182.1 233.1
ol A1y #071821 2331 3040 376\ 4310 g6.80%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 — ——
18.00 18.50
m/z 41.00 52.82%
O\ \‘\ : ‘ \‘“‘ \“‘\ ““ \“ \]‘_\4\]_‘0\178\3\0‘ UL ‘2\68\\0\ ‘ UL ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
—— —
18.00 18.50
5000 m/z 55.00 50.12%
‘ 9.0
ol lllyi 14030 2800
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane 7 ——
57.0 18.00 18.50
m/z 71.05 43.60%
- M
9.0
L 80 | 1], 141018302260
“““‘ e T A AL B L e S B —— —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.222 16.04 ng 406733  Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 55
4 Octadecanoic acid 284 C18H3602 000057-11-4 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 47

Abundance Scan 2593 (18.222 min): BG060960.D\data.ms (-2589) (- | m/z 43.10 100.00%
1

43.
5000

33.1 129.1 213.2 —r— ——
‘ 171.1{ 256.3 18.00 18.50
0! b L 388 sy 7.5 83.43%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T

T
18.00 18.50
m/z 55.00 72.04%

171.0 213.0 256.0
» \\h“‘\ ;‘ﬂ“‘h} ‘\ ’ “‘ “ “‘ \‘ “\‘\‘ ; “\‘ N
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
—
18.00 18.50
5000 ITI/Z 41.10 71.38%
129.0
29. 185.0 228.0
oL ““ L‘M ;M‘\‘u} ‘\ | \‘m‘\ “\‘ \‘ —_ ‘\‘ e
m/z--> 100 150 200 250 300

o

50
Abundance #92063: Tridecanoic acid T ——
73.0 18.00 18.50
m/z 60.00 66.75%
5000 129.0
29. 171.0
L L e
I Y Y L
m/z--> 50 100 150 200 250 300 18.00 18.50
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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\BG041924\
BGO60960.D

: 19 Apr 2024 15:33
: MA/JU
: P2188-02

7

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 5 Octadecane, 6-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.275 2.30 ng 58201 Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 6-methyl- 268 C19H40 010544-96-4 64
2 Heptadecane, 4-propyl- 282 C20H42 055044-10-5 64
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 64
4 Decane 142 C10H22 000124-18-5 64
5 Heptadecane 240 C17H36 000629-78-7 59

Abundance Scan 2602 (18.275 min): BG060960.D\data.ms (-2600) (- | m/z 57.10 100.00%

57.1
5000

99.1
o_H:U!H‘w‘:n‘Juw‘wuuwMww?‘?a”u‘;mmw\mm_ww m/z 43.10  92.86%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158606: Octadecane, 6-methyl-
57.0
28.0
5000 — ——
18.00 18.50
98.0 m/z 41.05 46.64%
ol bl J )L ] 1270 16801970 2400
‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176397: Heptadecane, 4-propyl-
57.0
—— —
18.00 18.50
5000 m/z 71.10 45.,23%

o

98.0
239.0
L L h 127.0 169.0 2100 |
_ww_ww_m_HwwH_m‘ww_mww“
miz—-> 20 40 60 80 100120140160180200220240260280

Abundance #123971: Tetradecane, 2,6,10-trimethyl- T —
57.0 18.00 18.50
m/z 55.00  29.19%
5000
113.0 155.0
Ol 1880 2380 T
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.340 6.70 ng 169763  Phenanthrene-di10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexacosane 366 C26H54 000630-01-3 83
3 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 74
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 53
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 52
Abundance Scan 2613 (18.340 min): BG060960.D\data.ms (-2609) (- | m/z 57.05 100.00%
57.0
5000 W
‘ 18.00 18.50
167.2 211 1 253 2 : . :
oL L L ‘, PRS2 366 4, 43.10 70.68%
miz-> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 — ——
18.00 18.50
m/z 41.10 45.60%
O \\‘ H\ A H‘ ‘ 1410 1830 2540
\\\‘\\\\\\\\\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
— ——
18.00 18.50
5000 m/z 55.05 45, 30%
9.0
ol L)) 14018302250 2670 3090 366
‘ L T
m/z--> 0 100 150 200 250 300 350
Abundance #295470: Sulfurous acid, butyl octadecy! ester — —
57.0 18.00 18.50
m/z 71.10 35.98%
- M
139.0
L e w0 gy
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\

BGO60960.D

: 19 Apr 2024 15:33
: MA/JU
. P2188-02

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 7 Nonadecane, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.534 11.81 ng 299441  Phenanthrene-di10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
3 Octacosane 394 C28H58 000630-02-4 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 72

Abundance Scan 2646 (18.534 min): BG060960.D\data.ms (-2642) (- | m/z 57.10 100.00%
57.1

5000 M
%91 TR
ol b b, diliez 22022761 m/z 43.10  89.71%
miz--> 50 100 150 200 250 300 350
Abundance #176392: Nonadecane, 2-methyl-
57.0
5000 —— :
18.50
m/z 41.10 53.51%
LT amosss 290
O\“\“H\“\“\‘\\I‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350

2

Abundance #194593: Eicosane, 2-methyl-
18.50
5000 ITI/Z 55.05 46.98%
9.0
‘ L] ‘ 14101830 2530
TSR At S —
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T ‘
57.0 18.50
m/z 71.10 46.58%
. MM
oLl L H | 14191.8302250 281.0 337.0 394.
N “““‘“““‘“““““““““‘ ——
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 1-Iodoundecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.775 14.77 ng 374549  Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodoundecane 282 (C11H23I 004282-44-4 89
2 Tridecane 184 C13H28 000629-50-5 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 74
Abundance Scan 2687 (18.775 min): BG060960.D\data.ms (-2684) (- | m/z 57.10 100.00%
57.1
5000 W
71 —— —
18.50 19.00
oL b lil, 1902 1822 23812774 s 16 760124
miz-> 50 100 150 200 250 300
Abundance #175097: 1-lodoundecane
57.0
5000 —r ——
18.50 19.00
m/z 71.10 48.64%
OL\5.\q‘\ U“”\ ‘\‘ T “ e “\ T \1\97|(\)\ ] \2\8\2.\0‘ T
miz--> 50 100 150 200 250 300
Abundance #59026: Tridecane
57.0
—— —
18.50 19.00
5000 m/z 41.10 42.79%
99.0
184.0
OLSd H\‘n‘\‘ ‘!\ ‘\\“ ‘\“ A ‘%4“1-‘0‘ ‘ ‘\‘ 7 \/W/\/\W
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- T T
57.0 18.50 19.00
m/z 85.10 40.57%
5000
99.0 155.0
I I O i O] B L A
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Pentadecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.986 11.50 ng 291421  Phenanthrene-di10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 3-methyl- 226 Cl16H34 002882-96-4 87
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
4 Hentriacontane 437 C31H64 000630-04-6 62
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 58
Abundance Scan 2723 (18.986 min): BG060960.D\data.ms (-2720) (- | m/z 57.10 100.00%
57.1
5000 MW\
‘ ‘ 19.00
99.1
41.1 183.2 267.3 '
ol L) 3913 1832 2252 2673 335, 43.10  70.51%
miz-> 50 100 150 200 250 300
Abundance #107229: Pentadecane, 3-methyl-
57.0
5000 T
19.00
50,0 1970 m/z 71.18  45.04%
41.0
O\\\U‘ “‘\h“‘\““\““ \“\:}\\“‘\‘\\\““\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #59048: Dodecane, 2-methyl-
57.0
——
19.00
5000 m/z 55.10 31.95%
99.0 141.0
oisol LUl e
miz--> 50 100 150 200 250 300
Abundance #74019: Tridecane, 6-methyl- —
57.0 19.00
m/z 56.00 25.78%
5000
LT
oSO ||| oo .
m/z--> 50 100 150 200 250 300 19.00
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Data Path :
Data File :
: 19 Apr 2024 15:33
: MA/JU

: P2188-02

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\

BGO60960.D

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 10 Octadecane, 2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.163 21.46 ng 542575  Phenanthrene-dio 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 CloHae 001560-88-9 90

2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 90

3 Octacosane 394 (C28H58 000630-02-4 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 Tetratetracontane 619 C44H99 007098-22-8 83

Abundance Scan 2753 (19.163 min): BG060960.D\data.ms (-2749) (- | m/z 57.10 100.00%

57.1
5000

—r —
% 1 1542197 2 19.00 19.50
ob—ih *umﬂ‘Wm‘qu““‘“?§34?9ﬁ?““““ m/z 43.10  75.25%
miz--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0
5000 — e
5.0 19.00 19.50
m/z 41.00 41.52%
27
O\\“‘ “‘\“\“‘\]T\\T‘]‘-\6\9\0\‘%2\5\\0‘2\6$\0\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
—r —
19.00 19.50
5000 m/Z 71.10 40.56%

o

\w_wm}??9“2?‘19_”Wm,w
m/z--> 0 100 150 200 250 300 350

Abundance #298427: Octacosane T —
57.0 19.00 19.50

m/z 55.10

5000 MVAMfAﬁNJJNNA/ﬁUUVﬂm
T

ol L H J1419;8302250 281.0 337.0 394.
ALy asetcee.) 2810 3370 394

‘ ‘ T
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Tridecane, 3-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.497 5.90 ng 208605 Chrysene-di2 21.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 55
3 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 55
4 Dodecane, 1-iodo- 296 C12H25T 004292-19-7 53
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 49
Abundance Scan 2810 (19.497 min): BG060960.D\data.ms (-2807) (- | m/z 43.10 100.00%
5000
‘ | 19‘50
129.0 267.4 :
oL L‘, [l 2227100805 ST s 57 1 62.79%
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 1
19.50
m/z 55.10 59.13%
111 \ ‘14101830 254.0
O\‘\‘\‘ ‘\H‘\“’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #90194: Tridecane, 3-ethyl-
43.0
——
19.50
5000 m/z 41.05 53.03%
5.0
183.0
| 127.0 H
o e o
m/z--> 50 100 150 200 250 300 350
Abundance #33094: Nonane, 4,5-dimethyl- T
43.0 19.50
m/z 71.1@ 52.54%
5000
| ‘ 126.0
Y 1 A -
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Tricosane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.267 12.44 ng 439653  Chrysene-di12 21.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
2 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 91
3 Nonadecane, 1-chloro- 302 C19H39C1 062016-76-6 90
4 Tetracosane, 9-octyl- 451 C32H66 055401-54-2 83
5 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 76
Abundance Scan 2941 (20.267 min): BG060960.D\data.ms (-2938) (- | m/z 57.10 100.00%
57.1
5000
90.1 —— —
20.00 20.50
1411 210.2 .
ol A f |y 2t 2102 267.33031 3481 0 4310 g7.76%
m/z--> 50 100 150 200 250 300 350
Abundance #246491: Tricosane, 2-methyl-
43.0
5000 —r ——
85.0 20.00 20.50
m/z 55.10 48.38%
ol h L1y 1270 1690 2110 253.0 2950 338
LI \\\\‘\\\\‘\\\\‘\\\\\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #246495: Docosane, 2,21-dimethyl-
43.0
—— —
20.00 20.50
5000 m/z 71.10 44 .10%
85.0
L Ik 127.0 169.0 211.0 257.0%%5C 3380
I e e R
m/z--> 50 100 150 200 250 300 350
Abundance #202271: Nonadecane, 1-chloro- T —
57.0 20.00 20.50
m/z 41.10 41.98%
5000
. ) \ \ﬁ 1330 1750 217.0 250.0 3020
““‘ T B e —— ——
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Tricosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.314 19.79 ng 699460 Chrysene-di12 21.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
Abundance Scan 2949 (20.314 min): BG060960.D\data.ms (-2946) (- | m/z 57.10 100.00%
57.1
5000
2056 éo%d
169.2 2252  309.3 : :
0““up‘Mkﬂﬁkhv“\“_““‘u‘u‘uu“““““‘ m/z 43.10 65.10%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #229645: Tricosane
57.0
5000 — e
20.00 20.50
m/z 71.10 51.20%
324.0
O‘ T \‘L ‘J‘J\“H \“\h‘ \“‘\‘\ “ “‘\“\ \‘()\“2\‘2\‘5\‘\0“\ 1T ‘ T \‘\ T ‘ T TT ‘ T TT
miz--> 0 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
— ——
20.00 20.50
5000 m/z 41.10 48.95%
i ““H‘ RSP b e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane “ T
57.0 20.00 20.50
m/z 55.10 41.12%
5000
13.0
0 \’ | ““ L \]769 0 225.0 296.0
R T L B B e o B — —
m/z--> 0 50 100 150 200 250 300 350 400 20.00 20.50
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
BGO60960.D

: 19 Apr 2024 15:33

: MA/JU

: P2188-02

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M

Quant Title

TIC Library

: 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 14 Heptadecane, 2-methyl-

20.449

Hit# of

1 Heptadecane, 2-methyl-
2 Tetradecane, 1-iodo-
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S

Concentration Rank 2

EstConc Area Relative to ISTD R.T.
20.00 ng 70696 Chrysene-di2 21.577

5 Tentative ID MW MolForm CASH# Qual
"""""""""""""""" 254 C18H38  001560-89-0 1

019218-94-1 91
1000309-17-8 87

324 C14H29I

4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 81
Abundance Scan 2972 (20.449 min): BG060960.D\data.ms (-2969) (- | m/z 57.10 100.00%
57.1
5000
Fs 1 20,50
1542 ‘ :
ol ALl 2508, 2258 30143431 404 . 4319 71.38%
miz--> 50 100 150 200 250 300 350 400
Abundance #141066: Heptadecane, 2-methyl-
43.0
5000 T
20.50
50 m/z 71.18  46.76%
oAb | 127.0160.02110554.0
\‘ \\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #228592: Tetradecane, 1-iodo-
57.0
e
20.50
5000 m/z 41.10 37.81%
9.0
o LLLC IR0 g0
m/z--> 50 100 150 200 250 300 350 400
Abundance #188718: Sulfurous acid, butyl undecyl ester —
57.0 20.50
m/z 85.10 37.46%
5000
155.0
0%2070 .
m/z--> 50 100 150 200 250 300 350 400 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60960.D

Acqg On : 19 Apr 2024 15:33
Operator : MA/JU

Sample : P2188-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724.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... 3.164 4.2 ng 43367 1 7.940 206328 20.0
unknown10.796 10.796 2.5 ng 34195 2 10.731 271931 20.0
Nonadecane 18.111 12.6 ng 318713 4 17.318 507007 20.0
n-Hexadecanoic ... 18.222 16.0 ng 406733 4 17.318 1507007 20.0
Octadecane, 6-m... 18.275 2.3 ng 58201 4 17.318 507007 20.0
Octadecane 18.340 6.7 ng 169763 4 17.318 507007 20.0
Nonadecane, 2-m... 18.534 11.8 ng 299441 4 17.318 507007 20.0
1-TIodoundecane 18.775 14.8 ng 374549 4 17.318 507007 20.0
Pentadecane, 3-... 18.986 11.5 ng 291421 4 17.318 507007 20.0
Octadecane, 2-m... 19.163 21.4 ng 542575 4 17.318 507007 20.0
Tridecane, 3-et... 19.497 5.9 ng 208605 5 21.577 706906 20.0
Tricosane, 2-me... 20.267 12.4 ng 439653 5 21.577 706906 20.0
Tricosane 20.314 19.8 ng 699460 5 21.577 706906 20.0
Heptadecane, 2-... 20.449 20.0 ng 706906 5 21.577 706906 20.0
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