LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc :

ALS Vvial : 12 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-BG010824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60406.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.504 403 411 423 rBV 1200776 1959297 3.67% 0.894%
2 7.091 673 681 691 rBvV 801018 1344460 2.52% 0.614%
3 7.925 816 823 830 rBV 460009 773516 1.45% 0.353%
4 9.088 1014 1021 1031 rBV 1633826 2826364 5.30% 1.290%
5 10.727 1294 1300 1309 rBV 677928 1183841 2.22% 0.540%

6 13.183 1711 1718 1732 rBV 5064520 7923697 14.85% 3
7 13.454 1758 1764 1771 rVB 1245540 1962846 3.68% ©.896%
8 14.564 1947 1953 1960 rBV 1391115 2063286 3.87% ©
9 15.534 2086 2118 2145 rBV2 8119150 53367122 100.00% 24.354%
10 16.056 2201 2207 2214 rVB 5125467 8013408 15.02% 3.657%

11 17.308 2415 2420 2429 rBV 1954161 3070899 5.75% 1.401%
12 17.678 2480 2483 2489 rVB2 477517 687404 1.29% 0.314%
13 18.219 2557 2575 2602 rVB 9761824 39023784 73.12% 17.809%
14 18.800 2668 2674 2681 rBV 1248273 2751218 5.16% 1.256%
15 19.482 2776 2790 2808 rVB 9177172 28558809 53.51% 13.033%

16 19.746 2830 2835 2840 rBV2 1578809 2348629 4.40%
17 19.928 2861 2866 2878 rVB 8781935 12263841 22.98%
18 20.081 2886 2892 2899 rVB 3325919 5637279 10.56%

RPONUVER
U1
~
w
R

19 20.504 2960 2964 2972 rBV2 860070 1342505 2.52% 613%
20 21.203 3078 3083 3092 rVB 1376552 2364619 4.43% 079%
21 21.585 3141 3148 3156 rVB3 6610970 13931648 26.11% 6.358%
22 21.955 3206 3211 3219 rVB 1585580 2863236 5.37% 1.307%
23 22.155 3241 3245 3252 rVB 592240 1170975 2.19% 0.534%
24 22.813 3351 3357 3367 rVB 1799508 3764262 7.05% 1.718%
25 23.794 3518 3524 3534 rVB 1736295 4504209 8.44%  2.056%
26 24.740 3678 3685 3695 rVB2 1262154 3508021 6.57% 1.601%
27 24.958 3714 3722 3732 rVB 1762931 5242719 9.82% 2.393%

28 26.333 3948 3956 3969 rVB 1369583 4677545 8.76%  2.135%

Sum of corrected areas: 219129439
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060406.D\data.ms

le+07
8000000
6000000
4000000

2000000 9.088

5.504
7.091 7925 10.727

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG060406.D\data.ms
18.219 19.482
le+07 19.928

15.534
8000000 21.585

6000000 16.056
13.183

20.081
4000000

19.74
17.308 18.800 21.203 || 21.955

20.504
2000000 13.454 14.564 17.678 2.155

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: BG060406.D\data.ms

le+07
8000000
6000000

4000000
B13 23.794 24.958

24.74 26.333
2000000 [L

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\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.454 19.03 ng 1962850  Acenaphthene-d10 14.564
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 68
2 Metacetamol 151 C8H9NO2 000621-42-1 64
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
4 Acetaminophen 151 C8HINO2 000103-90-2 59
5 3-Hexyne-2,5-diol, 2,5-dimethyl- 142 C8H1402 000142-30-3 47

Abundance Scan 1764 (13.454 min): BG060406.D\data.ms (-1758) (- ' m/z 43.10 100.00%
43.1 109.1

5000

13.50
69.1
0 H‘J‘M‘UM b 900 24272951 3642 4372 ., 1p9.10  87.08%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

43.0 109.0
5000 L
13.50
m/z 151.05 46.86%
b 1
0 \\“\J\“m\“\w\“\‘H‘“h‘\‘\H\‘\‘\\\‘r\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28724: Metacetamol
109.0
1350
5000 41.10  19.73%
43.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 1350

85.10  15.97%

5000
32.0 JJ’\
0

m/z--> 0 50 100 150 200 250 300 350 400 450 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Pentadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.534 517.30 ng 53367100  Acenaphthene-di1e 14.564
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55
Abundance Scan 2118 (15.534 min): BG060406.D\data.ms (-2086) (- | m/z 73.10 100.00%
7’2
5000
129.1
185.1241.1 — :
W
Ol kMM Ly b L 355:0 41654723 0 69 16 81.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126202: Pentadecanoic acid
43.0
5000 igsd T
242.0 :
129.0 m/z 57.10  72.92%
5.0
O‘ ‘ f““fi‘%\““\‘Wl“‘\\lf\\‘[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179090: Octadecanoic acid
43.0
T \
15.50
5000 m/z 43.10 72.72%
129.0 284.0
‘ \ 185.0 '
o_“‘ i ‘Hi‘{“‘mw LMm“"‘“M_wamwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143507: n-Hexadecanoic acid T
43.0 15.50
m/z 55.10 62.64%
5000
129.0 256.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Phenol, 4-(1-methyl-1-pheny... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.678 4.48 ng 687404  Phenanthrene-di10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1-methyl-1-phenylethyl)- 212 C15H160 000599-64-4 83
2 Dimethyl diphenylsilane 212 C14H16Si 000778-24-5 64
3 1-(2,3,4-Trimethoxyphenyl)ethanol 212 C11H1604 1000433-06-9 64
4 4-Hydroxy-1,5-dimethyl-1,2-dihyd... 212 C9H16N202Si 1000507-40-5 59
5 Benzenemethanol, 2,3,4,5,6-penta... 212 C8H5F50 000830-50-2 58
Abundance Scan 2483 (17.678 min): BG060406.D\data.ms (-2480) (- | m/z 197.00 100.00%
197.0
5000
— —
43 1031 17.50 18.00
o — \]WJW M debp | 2690 SHLL 4790 /7 198.00  17.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90160: Phenol, 4-(1-methyl-1-phenylethyl)-
197.0
5000 e U
17 50 18.00
103.0 m/z 212.00 16.88%
0 \\\‘\“l\d\‘l\”\‘l“l\‘\\J\‘A\b\l\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90081: Dimethyl diphenylsilane
197.0
el et i s
17.50 18.00
5000 m/z 103.10 14.51%
43.0 105.0 \
] Y B 1 N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89352: 1-(2,3,4-Trimethoxyphenyl)ethanol
197.0 17 50 18 00
m/z 91.10 11.84%
5000
43.0 138.0 l
o P B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17 50 18 OO
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 23

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
BGO60406.D

Jan 2024 16:37

: MA/JU
. P1199-01

12

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .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 4 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.219 254.15 ng 39023800 Phenanthrene-di1e 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 80

Abundance Scan 2575 (18.219 min): BG060406.D\data.ms (-2557) (- | m/z 73.10 100.00%

73.1
5000
129.1

2131 — ——
”H | s 18.00 18.50
Ol bl “Hsmw‘”?’p??” 380.7 442.6 508.  n/z 60.10  87.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —
129.0 18.00 18.50
m/z 43.10 71.23%
119 g
O‘\\\‘““‘!\}mmf‘hl\d‘\\‘\‘\H“\‘\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 129.0 ITI/Z 57.10 70.04%

o

‘ 2140
Mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #109279: Tetradecanoic acid T —
73.0 18.00 18.50
m/z 55.10 61.01%
5000 1290
185.0
oisol Ll —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 23

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
BGO60406.D

Jan 2024 16:37

: MA/JU
. P1199-01

12

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Dodecanamide Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.800 17.92 ng 2751220  Phenanthrene-d10 17.308
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 81
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Octadecanamide 283 C18H37NO 000124-26-5 72
5 Nonadecanamide 297 C19H39NO 058185-32-3 56

Abundance Scan 2674 (18.800 min): BG060406.D\data.ms (-2668) (- | m/z 59.10 100.00%

59.1
5000

1850 1900
[ 114.1 240.2
- 184.0 299.1 382.7441.9 508.0
ow"‘HUw'u_w_Hw‘Huw_Ww_www m/z 72.10 %
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #74753: Dodecanamide
59.0
5000
1850 1900
‘ m/z 43.10 20.70%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #108043: Tetradecanamide
59.0
—— —
18.50 19.00
5000 ITI/Z 57.10 17.02%
| 114.0 184.0
Y B s S
\ 1 I I I I I I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #142058: Hexadecanamide T —
59.0 18.50 19.00
m/z 55.10 15.91%
5000
128.0 255.0
o 1849 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37

Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.482 41.00 ng 28558800  Chrysene-di12 21.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 46

Abundance Scan 2790 (19.482 min): BG060406.D\data.ms (-2776) (- | m/z 73.10 100.00%

9.

%

5000
241.1
“ \ 19.50
0 il Mw M b 4Ll 447l 5261 n/z 60.10  83.48%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 —
19.50
’ ‘ 284.0 m/z 57.10 76.19%
0‘\\"\ " \’\h”\“\hl\t‘l\\‘\\“Wl\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid

73.0

=

19.50
5000 m/z 43.10 76.11%

199.0

OLSOL \ HHII ,.W\ ”

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

-

Abundance #143507: n-Hexadecanoic acid
43.0 19.50
m/z 55.10 64.04%
5000
129.0 256.0
o_“u ,u’ ‘”HW“H_‘19‘_‘H‘\m‘_m_Wwwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Phenol, 4,4'-(1-methylethyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.746 3.37 ng 2348630  Chrysene-d12 21.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 93
2 2H,8H-Benzo[1,2-b:5,4-b"']dipyran... 228 C14H1203 000553-19-5 53
3 3-Cyano-4-ethyl-6-methylcoumarin 213 C13H11NO2 025937-11-5 47
4 2-Methoxymyristic acid 258 C15H3003 092862-41-4 42
5 5-n-Butyl-2,4-diamino-6-[p-tolyl... 256 C15H20N4 274679-66-2 40

Abundance Scan 2835 (19.746 min): BG060406.D\data.ms (-2830) (- | m/z 213.00 100.00%

218.0
5000
57.1
T

‘ ‘ ‘ 11‘9 .0 ‘ 19.50 20.00
Ll | 281.1334.1 402.1 503.! m/z 57.10 31.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
2138.0

o

5000 — E—
19.50 20.00
119.0 m/z 71.10 21.49%
65.0 ‘ ‘
O \\\\‘\‘\‘\\l“\}\‘\“\l\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109203: 2H,8H-Benzo[1,2-b:5,4-b']dipyran-2-one, 8,8-di
213.0
P e
19.50 20.00
5000 m/z 43.10 16.72%
oL, 39:0 920 1579 ‘
R R e T R RS A SRR n
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90916: 3-Cyano-4-ethyl-6-methylcoumarin —— —
218.0 19.50 20.00

m/z 228.10  15.31%

- 1 Mwﬁ”kWNWJ\wmww/kny
l}\ I 1‘\. I } ”\U‘L‘”\J u ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Bis(2-ethylhexyl) phthalate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.081 8.09 ng 5637280  Chrysene-d12 21.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 91
2 Phthalic acid, di(2-propylpentyl... 390 C24H3804 1000377-93-5 80
3 Phthalic acid, 2-ethylhexyl hexy... 362 C22H3404 1000309-02-5 59
4 Phthalic acid, cycloheptyl isohe... 346 C21H3004 1000322-83-1 58
5 Phthalic acid, 2-ethylhexyl prop... 320 C19H2804 1000309-00-2 53

Abundance Scan 2892 (20.081 min): BG060406.D\data.ms (-2886) (- | m/z 149.00 100.00%
149.0

>

5000
57.1 )
20.00
ol M ‘\i e \ 21522701 355.1 4209 5209 ./ 167.60  27.62%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295612: Bis(2-ethylhexyl) phthalate
149.0
5000 — :
20.00
57.0 m/z 57.10 25.44%
279.0
ol .” “ l.\ N 2070 | 390.0
‘\\\\‘\\\\’\\\\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #295658: Phthalic acid, di(2-propylpentyl) ester
149.0

-

T
20.00
5000 m/z 71.10  19.34%

L 2700

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #271818: Phthalic acid, 2-ethylhexyl hexyl ester ——
149.0 20.00

m/z 70.10 16.30%

o
o
~
o

5000

431'0x 251.0
L A& ae oS -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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, 2,6,10,14-tetra... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.203 3.39 ng 2364620  Chrysene-d12 21.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
2 1-Iodoundecane 282 C11H23I 004282-44-4 72
3 Heptacosane 380 C27H56 000593-49-7 68
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64

Abundance Scan 3083 (21.203 min): BG060406.D\data.ms (-3078) (- | m/z 57.10 100.00%
7.1

5
5000

T
21.00 21.50

127.1 221.0 . .
o_H‘},u‘a“‘mWm‘_‘u"2‘53“1“0‘“355‘“9“4?9:‘1”59‘2;9W m/z 71.10  71.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
21.00 21.50

m/z 85.10 53.03%

127.0
197.0
‘\\ll\\\"‘\“\‘\l\A‘Jﬁ‘\#‘“l\\l\l‘\\\\2‘6\7\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175097: 1-lodoundecane
57.0

T
21.00 21.50
5000 m/z 43.10 52.18%

155.0
i “ l 252y WM
..

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #287977: Heptacosane T
57.0 21.00 21.50
m/z 55.10  22.43%

|1 127:0 197.0 267.0 380.0

0 b e A R P o e — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o

o

8270-BG010824.M Wed Jan 24 10:51:33 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .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 10 Docosane, 9-butyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.955 4.11 ng 2863240  Chrysene-d12 21.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 9-butyl- 366 C26H54 055282-14-9 91
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 2-Methylpentacosane 366 C26H54 000629-87-8 80

Abundance Scan 3211 (21.955 min): BG060406.D\data.ms (-3206) (- | m/z 57.10 100.00%

57.1
5000
—
|13 60.2205.2 293.1 354.8 431.1487.2 22.00
O kb by 52752222 293.1354.8 43114872 m/z 71.16  73.75%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275540: Docosane, 9-butyl-
43.0
5000 —
22.00
1820 m/z 43.10  52.43%
9.0 : 309.0
252.0
O‘\\\J‘\l‘\‘\‘\n‘\A\J\\l"\l\\h\‘\\\\“\\\\\“?\\\3‘6\5\.\0\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #275544: Docosane, 11-butyl-
57.0
——
22.00
5000 m/z 85.10 50.67%
113.0
o dLLITD, 2100 060
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #123960: Heptadecane —
57.0 22.00
m/z 55.10 20.70%
| ‘Jlffoleao 240.0
oSt —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.813 5.40 ng 3764260  Chrysene-d12 21.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83

Abundance Scan 3357 (22.813 min): BG060406.D\data.ms (-3351) (- | m/z 57.10 100.00%
57.1

2

5000
‘ P?71 1972 22.50 23.00
o‘W_MMWW £,266.1327.2 403.2 484.0546.  n/z 71.10  73.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 — ——
22.50 23.00
m/z 85.10 50.70%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
22.50 23.00
5000 ITI/Z 43.10 49,96%
140.0
O redbbb a1, 2280
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl- — T
57.0 22.50 23.00
m/z 55.10 22.09%
- ,MV,/\AWA
} 2390
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Pentadecane, 8-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.794 25.68 ng 4504210  Perylene-di12 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 81
Abundance Scan 3524 (23.794 min): BG060406.D\data.ms (-3518) (- | m/z 57.10 100.00%
57.1
—— —
‘ ‘1?7_1 1971 23.50 24.00
of AL EFLS 2071 2830 3751 463.25220 .. 7116 69.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 —r —
23.50 24.00
m/z 85.10 52.69%
113.0 196.0
O‘\\\ “\I\\J‘\X‘WJ\JW\\“\W!\L!\\2\5‘4\“\0[\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0
—— —
23.50 24.00
5000 m/z 43.10 50.40%
154.0
of bl 220280
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane T —
57.0 23.50 24.00
m/z 55.10  23.05%
- N/\/WA/\A—V\/WV
ol | ‘ || JB10 1070 2060
e —— : :
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.958  29.89 ng 5242720  Perylene-d12 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane, 3-ethyl- 366 C26H54 055282-17-2 87
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 3722 (24.958 min): BG060406.D\data.ms (-3714) (- | m/z 57.10 100.00%
57.1

F

5000
} E 160227 25.00
o,w_m“JMm 2251 3093 407.3463.05222 /7 71.10  73.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 LN

25.00
m/z 85.10 53.08%

| \ 113.0169.0225.0281.0  380.0

O’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107220: Hexadecane
57.0
—
25.00
5000 ITI/Z 43.10 51.38%
V““‘H“H‘“H“H"W“w“u“u“u“_“w“u
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275549: Tetracosane, 3-ethyl- —
43.0 25.00
m/z 55.10  21.50%
- MMJ\W
337.0
0 ,“\ %%9‘155021102670 |
R R S A R RR SRR ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Triacontane, 1l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.333  26.67 ng 4677550  Perylene-di2 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane, 1-iodo- 548 C30H611 1000406-32-3 90
2 Docosane, 5-butyl- 366 C26H54 055282-16-1 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 83
Abundance Scan 3956 (26.333 min): BG060406.D\data.ms (-3948) (- | m/z 57.10 100.00%
57.1
3.1 26‘06 ‘26‘50‘
7169.2 . .
0 "““Iu‘mWJMW"_"‘_2‘8‘2;33?“1‘-9‘“7‘25"9”‘5‘9‘?19“‘ m/z 71.10 75.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343615: Triacontane, 1-iodo-
57.0
5000 — ——
26.00 26.50
1970 m/z 85.10 56.02%
7183.
O \“\ ‘\‘ ‘ \“T‘ f‘“f”‘ Jﬁ“‘\ ! “\ ‘\8f‘3\ “()\‘ \‘\2?)‘3\.9f \‘312\:3\.\()‘ TTT \4’\2?-\.9’ TTTT ’ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275542: Docosane, 5-butyl-
43.0
— —
26.00 26.50
5000 m/z 43.10 52.54%
126.0
309.0
ob Ll |11, ], 18302400 | 3650
B s L e R B R o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141056: Octadecane “ —
57.0 26.00 26.50
m/z 55.10 21.38%
- AMNMMWMWN/\MMMWMNNWW
127.0
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012324\
Data File : BGO60406.D

Acqg On : 23 Jan 2024 16:37
Operator : MA/JU

Sample : P1199-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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|
2,4,7,9-Tetrame... 13.454 19.0 ng 1962850 3 14.564 2063290 20.0
Pentadecanoic acid 15.534 517.3 ng 53367100 3 14.564 2063290 20.0
Phenol, 4-(1-me... 17.678 4.5 ng 687404 4 17.308 3070900 20.0
n-Hexadecanoic ... 18.219 254.2 ng 39023800 4 17.308 3070900 20.0
Dodecanamide 18.800 17.9 ng 2751220 4 17.308 3070900 20.0
Octadecanoic acid 19.482 41.0 ng 28558800 5 21.573 13931600 20.0
Phenol, 4,4'-(1... 19.746 3.4 ng 2348630 5 21.573 13931600 20.0
Bis(2-ethylhexy... 20.081 8.1 ng 5637280 5 21.573 13931600 20.0
Hexadecane, 2,6... 21.203 3.4 ng 2364620 5 21.573 13931600 20.0
Docosane, 9-butyl- 21.955 4.1 ng 2863240 5 21.573 13931600 20.0
Heneicosane 22.813 5.4 ng 3764260 5 21.573 13931600 20.0
Pentadecane, 8-... 23.794 25.7 ng 4504210 6 24.735 3508020 20.0
Heptacosane 24.958 29.9 ng 5242720 6 24.735 3508020 20.0
Triacontane, 1-... 26.333 26.7 ng 4677550 6 24.735 3508020 20.0
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