LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
Data File : BGO61621.D

Acqg On : 21 Jun 2024 15:29
Operator : MA/JU

Sample : P2754-08

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG062024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61621.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.738 72 76 81 rBV 36581 57908 0.17% 0.105%
2 5.148 310 316 321 rBV 34451 56616 0.17% 0.102%
3 7.216 660 667 675 rBV 325869 530650 1.59% 0.960%
4 7.398 692 699 708 rvB 217513 355292 1.06% 0.642%
5 7.598 725 733 740 rBV2 277398 475554 1.42% 0.860%
6 8.074 807 814 820 rBV 238567 394683 1.18% 0.714%
7 8.761 924 931 940 rVB2 360009 616201 1.84% 1.114%
8 8.896 949 954 958 rBV5 20619 35477 0.11% 0.064%
9 9.237 1005 1012 1018 rBV 274512 468651 1.40% 0.847%
10 9.795 1101 1107 1112 rVB2 23941 38368 0.11% 0.069%
11  9.960 1129 1135 1145 rVB2 211211 380551 1.14% 0.688%
12 10.495 1219 1226 1236 rBV 359238 634002 1.90% 1.146%
13 10.888 1284 1293 1305 rVB 340219 628936 1.88% 1.137%
14 11.012 1308 1314 1323 rVV 246613 463225 1.39% ©0.838%
15 11.617 1411 1417 1427 rBV3 50828 103873 ©0.31% 0.188%
16 14.108 1834 1841 1849 rBV 676345 952013 2.85% 1.722%
17 14.396 1883 1890 1897 rVB 744420 1156662 3.46% 2.092%
18 14.701 1936 1942 1948 rVB 581050 869241 2.60% 1.572%
19 14.866 1962 1970 1975 rBV 361371 587674 1.76% 1.063%
20 15.101 2005 2010 2016 rVB8 16860 33554 0.10% 0.061%
21 15.689 2103 2110 2117 rBV 970421 1484020 4.44%  2.684%
22 15.788 2122 2127 2133 rVB 256035 371929 1.11% 0.673%
23 17.445 2402 2409 2413 rW 719552 1142253 3.42% 2.066%
24 17.481 2413 2415 2420 rVV 120946 157561 ©.47% 0.285%
25 17.539 2420 2425 2434 rVB2 1071210 1639303 4.91% 2.964%
26 18.039 2503 2510 2516 rVB8 31909 73413  0.22% 0.133%
27 18.332 2554 2560 2572 rBV3 334052 538839 1.61% 0.974%
28 18.509 2585 2590 2595 rBV6 48437 83275 0.25% 0.151%
29 19.220 2707 2711 2716 rBV8 28389 51576 0.15% 0.093%
30 19.490 2752 2757 2762 rVB 222730 316298 0.95% 0.572%
31 19.602 2772 2776 2786 rBV 193418 273687 ©.82% 0.495%
32 19.819 2807 2813 2824 rBV2 1138728 1921517 5.75% 3.475%
33 20.072 2854 2856 2862 rVB7 26551 36608 0.11% 0.066%
34 20.336 2898 2901 2904 rBV4 39069 52931 0.16% 0.096%
35 20.841 2984 2987 2991 rBV3 58133 91994 0.28% 0.166%
36 21.112 3031 3033 3038 rVB 74259 91105 ©.27% 0.165%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
Data File : BGO61621.D

Acqg On : 21 Jun 2024 15:29
Operator : MA/JU

Sample : P2754-08

Misc

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG062024.MA.M
Title : SVOA CALIBRATION

37 21.329 3066 3070 3073 rBV2 166176 220667 0.66% ©.399%
38 21.364 3073 3076 3083 rVB2 329101 454626 1.36% 0.822%
39 21.634 3113 3122 3127 rBV 18983288 33404144 100.00% 60.4047%
40 21.705 3127 3134 3140 rVV2 685391 1248230 3.74% 2.257%

41 21.934 317e 3173 3177 rVB4 77174 104460 0.31% 0©.189%
42 24.085 3536 3539 3544 rVB3 57526 94895 0.28% 0.172%

43 24.713 3636 3646 3658 rBV2 446547 1328596  3.98%  2.402%
44 24.931 3674 3683 3695 rVB2 459339 1280152 3.83%  2.315%

Sum of corrected areas: 55301210
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
BG061621.D

: 21 Jun 2024 15:29

: MA/JU

: P2754-08

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG061621.D\data.ms
1.5e+07
1le+07
5000000
3.738 5.148 7.2108598 8.074  8.8039¢.237 o $g60 10.493088H2 11617
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T\T\\\\‘\\\\‘\\\\—’_Y_\T_Y_'_Y_Y*\‘F“Y_Y_Y_Yﬁ‘j_ﬁr\"\\\\‘\\\\‘\\\\‘\\\\
Time--> 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: BG061621.D\data.ms
21.634
1.5e+07
1le+07
5000000
5.689 19.819 11705
, 14. 10633‘@1/\743@6101 1%788 %@%ﬁ 18. oéﬁﬁt’?%og 19.2b8980220. (72336 20.821 21934
I e o o e L o o e A e e e e e e e e e IR A e e i e
Time--> 1%0Mmluowmlﬁommlwonmlwomm1%0mm1%ommzmomm2monm2mo
Abundance TIC: BG061621.D\data.ms
1.5e+07
1le+07
5000000
0 24085 24.24331
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
Data File : BG@61621.D

Acqg On : 21 Jun 2024 15:29
Operator : MA/JU

Sample : P2754-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.MA.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.738 2.93 ng/ul 57908 1,4-Dichlorobenzene-d4 8.074

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
2 2-Pentanol 88 C5H120 006032-29-7 9
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
5 Methoxyacetic acid, pentyl ester 160 C8H1603 168920-35-2 9

Abundance  Scan 76 (3.738 min): BG061621.D\data.ms (-72) (-) m/z 45.00 100.00%

45.0
5000

3.40 3.60 3.80 4.00

Ol 13091956 2841 4333 n/z 43.00  17.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1091: R-(-)-1,2-propanediol

45.0

5000 \\\M”‘/TW“W

3.40 3.60 3.80 4.00
m/z 61.00 5.67%

1WL

Ot A e e e
m/z--> 6 5‘0 160 15‘0 260 2%0 360 35‘0 460 45‘30
Abundance #2347: 2-Pentanol
45.0
MMH\*A*H\HH\HHA\
3.40 3.60 3.80 4.00
5000 m/z 44.00 5.39%
O“M

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

Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R RN NEEREERE
45.0 3.40 3.60 3.80 4.00

m/z 40.90 3.89%

5000

102.0
0‘\\‘U\‘M‘\\\‘\\\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH

m/z--> 0 50 100 150 200 250 300 350 400 450 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
Data File : BG@61621.D

Acqg On : 21 Jun 2024 15:29
Operator : MA/JU

Sample : P2754-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA.M
: SVOA 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 2 unknown-02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
5.148 2.87 ng/ul 56616 1,4-Dichlorobenzene-d4 8.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 43
2 3-Methoxy-4-methylheptane 144 CS9H200 1000375-01-3 28
3 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 25
4 Cyclopropanetetradecanoic acid, ... 394 C26H5002 052355-42-7 9
5 Pentanol, 5-amino- 103 C5H13NO 002508-29-4 9
Abundance Scan 316 (5.148 min): BG061621.D\data.ms (-310) (-) m/z 73.00 100.00%
73.0
5000
\A‘\\\\’\\\\‘\\\\’\\\\‘\
‘ 347.0 394 4.80 5.00 5.20 5.40
0 ,\\\WN\JH\p\\\‘\\\\,\\\\‘\\\w\\\\‘\\\wf m/z 43.00 48.01%
m/z--> 0 50 100 150 200 250 300 350
Abundance #818: Methane, isothiocyanato-
73.0
5000
4.80 5.00 5.20 5.40
m/z 45.00 18.80%
28.0‘
0 ’\“\“\‘HW““‘\1‘\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #24428: 3-Methoxy-4-methylheptane
73.0
4.80 5.00 5.20 5.40
5000 m/z 71.10 11.83%
o B0
m/z--> 0 50 100 150 200 250 300 350
Abundance #4747: Boronic acid, ethyl-, dimethyl ester
73.0 4.80 5.00 5.20 5.40
m/z 40.90 10.25%
5000
15.0
m/z--> 0 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
Data File : BG@61621.D

Acqg On : 21 Jun 2024 15:29
Operator : MA/JU

Sample : P2754-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.MA.M
Quant Title : SVOA 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 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.617 3.30 ng/ul 103873  Naphthalene-d8 10.888
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
Abundance Scan 1417 (11.617 min): BG061621.D\data.ms (-1411) (- m/z 93.95 100.00%
94.0
5000
152.1 co e
H‘ ' { ‘ 303.0 539 11.50 12.00
o_‘mwlme"\‘w-"H_‘H‘w‘mww_m‘w_m" m/z 77.80  28.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
11.50 12.00
152.0 m/z 78.00  23.47%
s )|
0‘\\\‘\\u“\l\!!‘1‘1\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30125: 1-Phenoxypropan-2-ol
94.0
R N W I R
11.50 12.00
5000 m/z 152.05 19.81%
152.0
31 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30123: 1-Phenoxypropan-2-ol . —h pal, ‘ !
94.0 11.50 12.00
m/z 45.00 19.66%
5000
3lﬂ ' 152.0
0‘MAMMHcJ\HJH\\M\H‘H\W\H\M\H‘H\W\H\M\H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
Data File : BG@61621.D

Acqg On : 21 Jun 2024 15:29
Operator : MA/JU

Sample : P2754-08

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA.M
: SVOA 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 1

R.T. EstConc Area Relative to ISTD R.T.
18.333 9.43 ng/ul 538839  Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83

Abundance Scan 2560 (18.332 min): BG061621.D\data.ms (-2554) (- | m/z 43.00 100.00%

43.0
5000
129.0
213.2 [N T
“H { 82.1342.1 4310  542. 18.00 18.50
Ol o L Ly |y 282:1342.1 4310 54200 y; 60.00  89.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T IR
129.0 18.00 18.50
“ m/z 73.00 82.10%
O‘\\‘\‘“ \Ifm\”l\“\l\l‘\\\‘\Rl‘\ll\‘\W‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #143510: n-Hexadecanoic acid
60.0
B
18.00 18.50
5000 1290 m/Z 41 . 09 79 . 5800
“H 213.0
[ - HW"H\H"w‘\u"‘HH_m‘w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid = —
73.0 18.00 18.50
m/z 57.10 74.60%
5000
L ‘ 199.0
o5l “’ﬁﬁ*q” = vk,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50

SFAM-EPA-BGO62024.MA.M Mon Jun 24 13:05:17 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
Data File : BG@61621.D

Acqg On : 21 Jun 2024 15:29
Operator : MA/JU

Sample : P2754-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.MA.M
Quant Title : SVOA 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.602 4.39 ng/ul 273687  Chrysene-di2 21.705
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2776 (19.602 min): BG061621.D\data.ms (-2772) (- | m/z 43.10 100.00%

43.1
5000
129.1

‘ \ 185 2241 1 T ‘ T T ‘ 1
w\"t H

i 341.9 402.3 468,1524. 19.50 20.00
O‘H‘J\’H\ HHI‘\‘H““\‘\‘\i‘\“\“”“\“HH’HH’HH‘HH‘HH m/z 57.05 85.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid
73.0

5000 129.0 19.50 20,00

m/z 73.00 82.42%

‘ ‘ 185.0  284.0
0‘\\“\”""WII\UHJI\“\\“‘\\\\‘\\\f‘\\\‘\‘\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179090: Octadecanoic acid

43.0

I
19.50 20.00

5000 m/z 60.00 80.92%
129.0
185.0 284.0
O‘H‘\‘ "\I leml.\.\”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179091: Octadecanoic acid
43.0 19.50 20.00

m/z 41.00 69.23%

5000 129.0
’ 185.0 2840
\‘w HU.M.M\‘ n ‘

O L m‘_m_m_Hh‘w,m‘,m‘_m_m — —

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
Data File : BG@61621.D

Acqg On : 21 Jun 2024 15:29
Operator : MA/JU

Sample : P2754-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.MA.M
Quant Title : SVOA 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 1,2-Cyclohexanedicarboxylic... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.329 3.54 ng/ul 220667  Chrysene-di2 21.705
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanedicarboxylic acid... 396 C24H4404 000084-71-9 64
2 1,2-Cyclohexanedicarboxylic acid... 394 C24H4204 1010339-72-9 64
3 1,2-Cyclohexanedicarboxylic acid... 394 C24H4204 1000339-75-6 50
4 1,2-Cyclohexanedicarboxylic acid... 380 C21H29C104 1000339-79-2 47
5 1,2-Cyclohexanedicarboxylic acid... 298 C17H3004 1000339-42-5 47
Abundance Scan 3070 (21.329 min): BG061621.D\data.ms (-3066) (- | m/z 155.10 100.00%
155.1
57.1
5000
- P
‘ ‘ l} l‘ | 22‘8-1282 03363 4266 519, o0 2150
bbbl L4 282,0330.3 | 426.6  B19- s 57,10 73.59%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #299626: 1,2-Cyclohexanedicarboxylic acid, bis(2-ethylhe
155.0
5000 — ——t
21.00 21.50
570 m/z 71.85  35.95%
285.0
0 \\\‘J‘J‘\M“\“U‘\}‘\\‘\\‘\\‘\\\\‘\1\\\‘\\\\‘\?,\9\6‘.\()\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298308: 1,2-Cyclohexanedicarboxylic acid, 2-cyclohexy!
155.0
— —
21.00 21.50
5000 m/z 43.00 28.90%
81.0
267.0
o”'q?““ ‘\ | L e WS EPRSREN <2 R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298303: 1,2-Cyclohexanedicarboxylic acid, cyclobutyl d — ——
155.0 21.00 21.50
m/z 113.10 27.59%
5000
55.0
209.0
323.0
A Y N U Y T
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
Data File : BG@61621.D

Acqg On : 21 Jun 2024 15:29
Operator : MA/JU

Sample : P2754-08

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.MA.M
Quant Title : SVOA 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 1-Docosanethiol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.364 7.28 ng/ul 454626  Chrysene-d12 21.705
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosanethiol 342 C22H46S 007773-83-3 91
2 10-Heneicosene (c,t) 294 C21H42 095008-11-0 90
3 1-Docosene 308 C22H44 001599-67-3 86
4 1-Docosene 308 C22H44 001599-67-3 81
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
Abundance Scan 3076 (21.364 min): BG061621.D\data.ms (-3073) (- | m/z 55.00 100.00%
55.0
5000
— —
‘H‘FM 2260 4100 21.00 21.50
obr ALk 3190 (3001 4983 0T s a0 o400
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500
Abundance #251509: 1-Docosanethiol
43.0
5000 111.0 — —
21.00 21.50
\ 308.0 m/z 57.80  93.19%
O‘\\"\ Jd“\lpﬁn()lls‘GO\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #192006: 10-Heneicosene (c,t)
55.0
— ——
21.00 21.50
5000 ITI/Z 83.10 71.57%
| ”{
O‘m“‘ H‘mm‘H‘wHu‘MW_WH_M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209740: 1-Docosene — ——
57.0 21.00 21.50
m/z 41.05 56.99%
5000
308.0
o I s R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062124\
Data File : BG@61621.D

Acqg On : 21 Jun 2024 15:29
Operator : MA/JU

Sample : P2754-08

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.MA.M
Quant Title : SVOA 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|
unknown-01 3.738 2.9 ng/ul 57908 1 8.074 394683 20.0
unknown-02 5.148 2.9 ng/ul 56616 1 8.074 394683 20.0
1-Phenoxypropan... 11.617 3.3 ng/ul 103873 2 10.888 628936 20.0
n-Hexadecanoic ... 18.333 9.4 ng/ul 538839 4 17.445 1142250 20.0
Octadecanoic acid 19.602 4.4 ng/ul 273687 5 21.705 1248230 20.0
1,2-Cyclohexane... 21.329 3.5 ng/ul 220667 5 21.705 1248230 20.0
1-Docosanethiol 21.364 7.3 ng/ul 454626 5 21.705 1248230 20.0
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