LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acqg On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc :

ALS Vvial : 51 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-BGO70123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO57993.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.118 3 5 24 rvVvB 1571912 1910836 14.69% 5.402%
2 3.376 45 49 55 rVB4 8354 14900 0.11% 0.042%
3  3.905 134 139 144 rVB 9188 13957 0.11% 0.039%
4 4,028 155 160 167 rvB3 12133 20402 0.16% ©0.058%
5 4.346 210 214 221 rVvB2 17148 24214 0.19% 0.068%
6 7.107 674 684 694 rBV 124736 218024 1.68% 0.616%
7 7.266 705 711 720 rBV 106492 176812 1.36% 0.500%
8 7.471 740 746 756 rWW 129791 220835 1.70% 0.624%
9 7.941 817 826 833 rBV 186408 305922 2.35% 0.865%
10 8.646 940 946 954 rBV 85476 149162 1.15% 0.422%
11 8.764 961 966 972 rBV2 9546 17312 0.13% 0.049%
12 9.099 1016 1023 1033 rBV 130019 235036 1.81% 0.664%
13 9.821 1139 1146 1160 rVB 101855 184962 1.42% 0.523%
14 10.368 1231 1239 1247 rBV 156464 280202 2.15% 0.792%
15 10.744 1294 1303 1315 rBV 273341 494961 3.80% 1.399%
16 10.879 1321 1326 1339 rVB 38547 73869 0.57% 0.209%
17 13.975 1845 1853 1863 rBV 298843 435607 3.35% 1.231%
18 14.269 1896 1903 1912 rVW 347771 534647 4.11% 1.511%
19 14.575 1949 1955 1964 rBV 427219 664853 5.11% 1.880%
20 14.774 1981 1989 2003 rBV 84177 155682 1.20% 0.440%
21 14.980 2018 2024 2028 rBv4 11702 17738 0.14% 0.050%
22 15.562 2117 2123 2138 rVB 438849 688900 5.30% 1.948%
23 15.679 2138 2143 2150 rBV2 92339 137876 1.06% 0.390%
24 15.926 2179 2185 2191 rVB 63678 90892 0.70% 0.257%
25 16.449 2271 2274 2279 rVWW3 15400 22314 0.17% 0.063%
26 16.707 2313 2318 2325 rBV4 16061 25616 0.20% 0.072%
27 17.201 2395 2402 2405 rBV6 12700 23369 0.18% 0.066%
28 17.266 2410 2413 2416 rBv4 10355 13908 0.11% 0.039%
29 17.319 2416 2422 2428 rVV 515481 784165 6.03% 2.217%
30 17.413 2432 2438 2445 rVB 356508 569079 4.37% 1.609%
31 17.977 2531 2534 2539 rVB6 11252 14310 0.11% 0.040%
32 18.082 2546 2552 2557 rBv7 12523 26378 0.20% 0.075%
33 18.141 2557 2562 2567 rBV 71096 102551 0.79% 0.290%
34 18.206 2567 2573 2582 rBV 427970 630457 4.85% 1.782%
35 18.347 2594 2597 2601 rBV2 14587 18006 0.14% 0.051%
36 18.453 2612 2615 2617 rBV3 10918 14283 0.11% 0.040%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acqg On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc :

ALS Vvial : 51 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-BGO70123.MA.M
Title : SVOA CALIBRATION
37 18.494 2618 2622 2626 rVV3 27944 44441 0.34% 0.126%
38 18.541 2626 2630 2636 rVW4 25574 40682 0.31% 0.115%
39 18.776 2666 2670 2675 rBVS8 13066 28248 0.22% 0.080%
40 19.122 2726 2729 2733 rVB5 12067 15052 0.12% 0.043%
41 19.169 2734 2737 2740 rBV3 12826 13993 0.11% 0.040%
42 19.334 2760 2765 2766 rBV5 37554 51885 0.40% 0.147%
43 19.369 2766 2771 2776 rVB 62921 129870 1.00% 0.367%
44 19.469 2785 2788 2795 rVB 85595 110100 0.85% 0.311%
45 19.616 2810 2813 2818 rBV7 10316 16180 0.12% 0.046%
46 19.704 2822 2828 2838 rVV 597863 928585 7.14% 2.625%
47 21.038 3052 3055 3062 rBV 48546 79978 0.61% 0.226%
48 21.214 3081 3085 3093 rBV 256469 519037 3.99% 1.467%
49 21.572 3139 3146 3152 rBV2 462547 804472 6.18% 2.274%
50 22.354 3274 3279 3281 rBV2 138850 250368 1.92% 0.708%
51 23.024 3388 3393 3399 rVB4 61900 123979 ©.95% 0.350%
52 23.370 3448 3452 3458 rVB3 81699 153641 1.18% 0.434%
53 23.823 3521 3529 3535 rBV 644478 1320773 10.15% 3.734%
54 23.893 3536 3541 3552 rVB4 85028 222707 1.71% 0.630%
55 24.516 3640 3647 3660 rVB2 289747 782962 6.02%  2.213%
56 24.739 3676 3685 3695 rBV2 362235 1006249 7.74%  2.845%
57 25.262 3767 3774 3784 rVB2 140976 381904 2.94%  1.080%
58 25.861 3866 3876 3888 rVB2 448140 1385091 10.65% 3.916%
59 25.997 3892 3899 3908 rBV6 61536 222402 1.71% 0.629%
60 27.977 4227 4236 4250 rVB4 248206 951908 7.32% 2.691%

61 28.805 4365 4377 4403 rVB4 323862 1726864 13.27% 4.882%
62 29.974 4565 4576 4594 rBV8 153718 781332 6.01%  2.209%
63 31.508 4812 4837 4858 rVB3 2040905 13008506 100.00% 36.775%
64 31.937 4897 4910 4927 rVB4 183326 960255 7.38% 2.715%

Sum of corrected areas: 35373501
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG057993.D\data.ms
2000000

118
1500000

1000000

500000
10.744

7.941
7.}076671 8.6ag 9099  ggpq 10-368

3.376 3.9(R¥.346 f\ 3764 -879
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘r‘\\\\‘\\\\‘\r ‘r‘Y_Y_'—Y_Yi\/_'_Y_Y_r\—’_Yi\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG057993.D\data.ms
2000000

1500000

1000000

19.704

500000 575 15.562

14.
13.9%4-269

15.
0 “{ibs0 75926 16 amro7 S s .
"_Y_Y_Y_ﬁ_ﬁY_T‘T‘ T ‘ L ‘ T \ T \ ‘ L ‘ L ‘ T T T T ‘ T T 1T ‘ \ T T T ‘ L ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T 1

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: BG057993.D\data.ms

2000000

31.508

1500000

1000000
23.823

25.861

500000 28.805

27977 29.974 31.937
P3.0228.370 23/893
N

LA o \/\M

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.118 124.92 ng/ul 1910840 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 27
Abundance Scan 5 (3.118 min): BG057993.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
3.203.303.40 3.50

oH_‘H‘HH_H“,Mwmw‘HHi‘mwwwww m/z 43.00  38.96%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 TTT T T T T[T T T T[T T[T TTT]
43.0 3.203.303.403.50
0 550 87.0 m/z 55.00 32.02%
29.0 ‘
O\\‘\\\\‘\\\”“\\\\"‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R RRRE L R
3.203.303.40 3.50
5000 m/z 87.00 27.68%
430 950
87.0
27.0 ‘
0H‘HH‘HM‘;H“‘,H‘“m1w‘HH}“lu‘uu‘u;‘g]"'gw
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol ST
73.0 3.203.303.403.50
m/z 41.00 11.92%
87.0
41.0 55.0
5000
29.0
150 Mh ‘\ M
Ot e e e e e E  RREsnnnasnnssny
m/z--> 10 20 30 40 50 60 70 80 90 100 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 2 Benzophenone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.926 2.73 ng/ul 90892  Acenaphthene-dile 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 2185 (15.926 min): BG057993.D\data.ms (-2179) (- | m/z 105.00 100.00%
105.0
o 182.0
5000
51.0
e
16.00
152.0
Ot L2289 L miz 77.00  60.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0 .
5000 T L
16.00
51.0 m/z 182.00  53.53%
o210 || 1960 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
e
77.0 182.0 16.00
5000 ' ’ m/z 51.00 27.93%
51.0
‘ ‘ 1260 1520
e M TRNE N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone Al i
105.0 16.00
m/z 181.00 9.81%
77.0
5000 182.0
51.0
P L N | 1260 1520 | Ny
R e e A -
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Hexadecenoic acid, Z-11- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.141 2.62 ng/ul 102551  Phenanthrene-di10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 90
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 87
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 86
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 86
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 80

Abundance Scan 2562 (18.141 min): BG057993.D\data.ms (-2557) (- | m/z 55.00 100.00%

55.0
5000

47.9192.2236.1 18.00 18.50
0 m/z 41.00  49.72%

miz--> 50 100 150 200 250 300 350 400
Abundance #140812: Hexadecenoic acid, Z-11-
55.0

5000
18.00 18.50
m/z 69.00 48.11%

119 ssz0 a0
O L \“‘ ‘ H‘\“ ‘i‘ ‘\‘““\“H\‘“‘\ “ \‘\ T \ ’ T \‘\ ’ T T 1T ‘ T T 1T ‘ T T 17T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #176218: cis-13-Octadecenoic acid

55.0

18.00 18.50
5000 m/z 83.00 32.67%

264.0

memm“‘ w‘??PR"M““““““_‘

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

Abundance #176209: cis-Vaccenic acid i .

I
55.0 18.00 18.50
m/z 56.00 29.33%

) Mkﬁﬂwhmwwmww
264.0
0 ‘ H\ ‘ \‘ ’ u‘“‘hnmﬂm\h el 220 0 | . : ——

m/z--> 50 100 150 200 250 300 350 400 18.00 18.50

o

!
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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\BG070323\
BGO57993.D

4 Jul 2023 18:58
: CG/IU
: 03247-08

: 51

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 4 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.206 16.08 ng/ul 630457  Phenanthrene-di10 17.319
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2573 (18.206 min): BG057993.D\data.ms (-2567) (- | m/z 72.95 100.00%
3.0

-

5000
129.0
213.1 — —
HH N ‘ 256.1 ‘ 18.00 18.50
ol L L 409 ee 00 94.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T ——
18.00 18.50
m/z 43.00 84.18%
0
m/z--> 50 100 150 200 250 300 350 400
Abundance #143509: n-Hexadecanoic acid
43.0
- —
18.00 18.50
5000 256.0 m/Z 57 .00 79.51%
129.0
213.0
AL T R
m/z--> 50 100 150 200 250 300 350 400
Abundance #143507: n-Hexadecanoic acid = —
43.0 18.00 18.50
m/z 55.00 70.80%
5000
129.0
‘ ‘ % ‘ 2130256.0
om‘““H%‘N‘m‘Hm_m_m_m_m,w —— e
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 17
R.T. EstConc Area Relative to ISTD R.T.
19.469 2.74 ng/ul 110100 Chrysene-di12 21.572
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 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2788 (19.469 min): BG057993.D\data.ms (-2785) (- | m/z 73.00 100.00%
73.0

5000

-

1851 2411

284.1 19.50
0 8271 m/z 59.95  91.47%
miz-> 50 100 150 200 250 300

Abundance #179092: Octadecanoic acid

N
w
o

5000
129.0 284.0 19.50
3.0 m/z 43.80 83.14%
‘ 185.0 241.0
oL “ H‘H ‘H‘\ m il ‘ " ‘ ; \‘ SRS ‘L “‘ —— I R
m/z--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid

1950
5000 129.0 m/z 57.00  75.28%
284.0
1850 5410 ‘
0! ! u‘ﬂ“ M “ | I ‘L ol “ - \‘ “\ ‘\‘ , ‘\‘ P

3

mlz--> 0 150 200 250 300
Abundance #179090: Octadecanoic acid T

43.0 19.50

m/z 55.00  73.13%
5000
30 1290 284.0
‘ 1850 9410

m/z--> 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.214  12.90 ng/ul 519037 Chrysene-d12 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91

Abundance Scan 3085 (21.214 min): BG057993.D\data.ms (-3081) (- | m/z 57.00 100.00%

57.0
5000

T
21.00 21.50

i? 1 220.1289.0 381.1 B
O‘H‘pu‘wuﬁwu‘WHH‘HH‘HH‘HH‘HHM‘H_‘H_‘H_H‘_‘ m/z 43.00 63.54%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #209740: 1-Docosene
57.0
5000 — ——
21.00 21.50

308.0
‘ m/z 55.00 61.32%

O “ ‘JHHJ ITJ\AL%“}T H}\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250 300350400450 500550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

T
21.00 21.50

5000 m/z 83.00 54.11%
N HZ,? 2520 3690 648,
e et et e e e
mlz--> 0 50 100150 200 250300 350400 450500550 600 650
Abundance #332270: Docosyl pentafluoropropionate T —
57.0 21.00 21.50

m/z 69.00 48.11%

{L902240 308.0 454.0

0‘HL\‘mwm]‘“'mH‘m“uu‘m“uH“m‘uH‘mwuu‘mwu — —

m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.354 6.22 ng/ul 250368  Chrysene-di2 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 3279 (22.354 min): BG057993.D\data.ms (-3274) (- | m/z 57.00 100.00%
57.0

-

5000
22‘06 ‘22‘50‘
7.1 242.0 - -
o‘HH_J‘«‘H‘lfw”H,HHl_“‘?‘2‘?;‘1“H‘HHw‘_m_wm m/z 71.00  54.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 = e
22.00 22.50
m/z 43.00 50.10%
o \‘ || 1270197.0267.0 3670
‘HH‘HH‘HH‘\\H’HH‘HH‘W\\\‘HH‘\\H‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246483: Tetracosane
57.0
— ——
22.00 22.50
5000 ITI/Z 85.05 43.21%
27.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T T
57.0 22.00 22.50
m/z 55.00  25.69%
- \A%/LM
ol | 1 | }27:0197.0 267.0337.0407.0 491.0562.0
e A e e e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00 22.50
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Data Path : Z:
Data File : BG

Acqg On : 4
Operator : CG
Sample : 03
Misc

ALS vial : 51

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG070323\
©57993.D
Jul 2023 18:58
/3U
247-08

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
23.024 3.08 ng/ul 123979  Chrysene-di12 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Pentadecane 212 C15H32 000629-62-9 72
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
4 Heneicosane 296 C21H44 000629-94-7 70
5 Heptacosane 380 C27H56 000593-49-7 58

Abundance Scan 3393 (23.024 min): BG057993.D\data.ms (-3388) (- | m/z 57.00 100.00%
57.0
9.0 23‘06 |
207.0 .
ol— ‘ p“‘ Li, “Lu ““1?60 wwz‘s“l‘l‘ ‘3‘0‘2‘0‘ ‘ ‘3‘59?‘ m/z 71.00  63.46%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 —— :
23.00
m/z 43.00 54.29%
O \‘\ “‘ \‘U‘ \“‘\““ \“\]‘-\4\1‘0\1\-8\3\0‘ L ‘2§§9\ ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #90190: Pentadecane
57.0
T \
23.00
5000 m/z 85.05 48.80%
.0
e 20
ol b
m/z--> 50 100 150 200 250 300 350
Abundance #193300: Dodecane, 1-iodo- —— ‘
57.0 23.00
m/z 55.00 21.57%
- f%%Wwmew/k\%v%waWM
155.0
ommwm‘\““197‘9”‘_MW_H _
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 9 Docosanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.370 3.05 ng/ul 153641 Perylene-di2 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanal 324 C22H440 057402-36-5 87
2 Tetracosanal 352 (C24H480 057866-08-7 87
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 74
4 16-Heptadecenal 252 C17H320 1010144-57-9 72
5 Eicosanal- 296 C20H400 002400-66-0 68
Abundance Scan 3452 (23.370 min): BG057993.D\data.ms (-3448) (- | m/z 57.00 100.00%
57.0
5000 /\
11.0 M L
165.0209.0  282.9 334.2 23.00 23.50
ot m/z 82.00 77.31%
miz--> 50 100 150 200 250 300 350 400
Abundance #229611: Docosanal
82.0
5000 — —
23.00 23.50
m/z 43.00 73.65%
29. ‘ H‘ Jw37.o 306.0
‘ \‘\ M\ | & h\ h o 2590 Iy \
O\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262002: Tetracosana
57.0
— —
23.00 23.50
5000 m/z 55.00 64 .86%
10.0
334.0
oL LibIL | 11500 2220 2780 309
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl- — —
82.0 23.00 23.50
m/z 96.05 50.29%
i WWJVMMWWM/\WWWMMMNJN
L5550 saa0 200
0 ‘JHNUJ‘uhﬂﬂﬂhﬂu‘:u‘wu‘u;“““““““““‘ P e
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.823  26.25 ng/ul 13207760  Perylene-di12 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3529 (23.823 min): BG057993.D\data.ms (-3521) (- | m/z 57.00 100.00%
57.0
5000 L
= ==
| ‘ i) 3. 169.1 23.50 24.00
] ‘uw M P05 2251 2801 337.2  425.  nm/z 71.60  58.89%
miz--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 = e
23.50 24.00
m/z 43.00 53.58%
ob L0900 om0
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
= —
23.50 24.00
5000 m/z 85.00 44 ., 69%
oL | \ L 1130 169.0 225.0 281.0 380.0
At A A T e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl- = T
57.0 23.50 24.00
m/z 55.00 21.61%
- A\J\u
182.0
o LY, 18200060 2810 ga70 o) e
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 11 1-Heneicosanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.893 4.43 ng/ul 222707  Perylene-di2 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Cyclotetracosane 336 C24H48 000297-03-0 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Tetracosene 336 C24H48 010192-32-2 87
5 Cyclotetracosane 336 C24H48 000297-03-0 86
Abundance Scan 3541 (23.893 min): BG057993.D\data.ms (-3536) (- | m/z 83.00 100.00%
83.0
20 \/\A/L\w
— ——
38 M H 1390 1831 25212070 35304010  2>°0 24.00
0L—r ‘ NN M1 A \‘m\n \M N M’uu by \‘M‘\h I ‘m‘nmw L ‘u‘ - ‘m‘ , ITI/Z 57.00 92.99"0
miz--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 i 1
23.50 24.00
m/z 69.00 91.84%
O\\“\M\““\‘\‘ “‘1 “ “‘\‘(\)\\2’1\0\0\\2‘6\6\(\)\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #244233: Cyclotetracosane
83.0
— ——
23.50 24.00
5000 336.0 ITI/Z 55.00 87.63%
29.
o LT Csmz0 zmmozro, |
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #232316: Behenic alcohol “ —
83.0 23.50 24.00
m/z 97.00 80.01%
5000
29. 9.0
0 ‘\ ‘\ I ‘\ \ \“ \ \‘\ h 1‘82 0 236. 0280 0
e T T T T T T — —
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 12 1,22-Docosanediol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.262 7.59 ng/ul 381904  Perylene-d12 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,22-Docosanediol 342 C22H4602 022513-81-1 96
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Octacosanal 408 C28H560 022725-64-0 90
5 12-Octadecenal 266 C18H340 056554-91-7 90
Abundance Scan 3774 (25.262 min): BG057993.D\data.ms (-3767) (1 m/z 57.00 100.00%
57.0
‘ 110.0 é ‘Od é T 6
5. 5.5
180.0 249.0 320.2 .
0 “mwuh‘ukM“WWuuWuy‘uww‘w“‘wu‘“‘gpﬁ%“ m/z 82.00  74.54%
miz--> 50 100 150 200 250 300 350 400
Abundance #251507: 1,22-Docosanediol
82.0
5000 e ool
306.0 25.00 25.50
31. 38.0 m/z 43.00 67.08%
ULLALLLL 200 2500
0 \\‘\ ‘\"‘\‘\” \“ \L\”\‘MH‘\“\ \h \“"‘\ \“\1\‘}\“\ ‘\‘ \“‘\HH“HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene
55.0
—— —
25.00 25.50
5000 m/z 55.00 66.60%
9.0
o Ll 0 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal T —
43.0 25.00 25.50
96.0 m/z 96.00 55.13%
B MW/\W
222.0
ok ‘ i V«Hm 20 leeso 0 i o
m/z--> 50 100 150 200 250 300 350 400 25.00 25.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG070323\

Data File : BG@57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51

Quant Method
Quant Title

TIC Library
TIC Integratio

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L
n Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
: SVOA 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 13

(DEL) Alkane: Straight-Chai...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
25.861  27.53 ng/ul 1385090  Perylene-di12 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3876 (25.861 min): BG057993.D\data.ms (-3866) (- | m/z 57.00 100.00%
57.0
- N#/\L/\~\kw
= e
1 I ]T 1601 25.50 26.00
ol LLLAT L 1691 2252 2830 3512 4090 /7 71.00  59.93%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0
5000 e S
25.50 26.00
m/z 43.00 50.34%
oLl \ h 1130 169.0 2250 281.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
— —
25.50 26.00
5000 m/z 85.05 44.72%
13.
0 ‘ ‘ uh\ \ 1‘ h‘ dy ]]699 225.0 295.0 367.0
LA e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- == =
57.0 25.50 26.00
m/z 55.00 21.15%
B VJ\AK
169.0
Lol LI 100 2250 a9 amp _ater ) U
m/z--> 50 100 150 200 250 300 350 400 450 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
: SVOA 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 Dichloroacetic acid, heptad... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
25.997 4.42 ng/ul 222402  Perylene-di2 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
2 1-Docosene 308 C22H44 001599-67-3 87
3 Cyclotetracosane 336 C24H48 000297-03-0 87
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87
5 Cyclooctacosane 392 C28H56 000297-24-5 87

Abundance Scan 3899 (25.997 min): BG057993.D\data.ms (-3892) (- | m/z 57.00 100.00%
57.0
5000
111
=
bl sz 0en zetomes a7ra
ot ’m‘\‘\ uhu“\ A Ay HHHHH‘\IH Hiu\u‘u\‘\‘\uul " (o L - m/z 83.00 75.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 1
ll.o 26.00
m/z 55.00  73.54%
O T \“‘\ “\‘M T “\‘“\ “h ‘\ ‘h‘ %??\o\ ‘ \\2\3\8 ‘0\ \2\9\5‘\0\ T ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
55.0
—
26.00
5000 m/z 97.00 69.76%
I 11.0
ol hhh “‘ MW ‘ laero  seso
m/z--> 50 100 150 200 250 300 350 400
Abundance #244232: Cyclotetracosane T
43.0 26.00
m/z 43.00 68.88%
- N//L/
ol A AL LIFRD 2100 2650 3300 S
m/z--> 50 100 150 200 250 300 350 400 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 15 Pentadecanal- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.977 18.92 ng/ul 951908  Perylene-di2 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 86
2 13-Octadecenal 266 C18H340 056554-90-6 86
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
4 Hexacosanal 380 C26H520 026627-85-0 81
5 Docosanal 324 C22H440 057402-36-5 76
Abundance Scan 4236 (27.977 min): BG057993.D\data.ms (-4227) (1 m/z 57.00 100.00%
57.0
. w/\w
o
166 1 281.0 418 :
ol ihdk “L L300k, 2231 2810 3623 M8 4/2 82.00  76.57%
miz--> 50 100 150 200 250 300 350 400
Abundance #107138: Pentadecanal-
57.0
5000 IR
28.00
10.0 m/z 43.00 74.32%
O
m/z--> 50 100 150 200 250 300 350 400
Abundance #155915: 13-Octadecena
82.0
——
28.00
5000 m/z 55.00 61.79%
29.(
g0 amgesee
oL AR 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl- —
82.0 28.00
m/z 83.00 55.31%
T i
L1880 1040 2500
WEETEETE YN s i — M
m/z--> 50 100 150 200 250 300 350 400 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
28.805 34.32 ng/ul 1726860  Perylene-d12 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 4377 (28.805 min): BG057993.D\data.ms (-4365) (- | m/z 57.00 100.00%
57.0
- JL
= —
‘ ‘ || ‘ 1411183129 28.50 29.00
ol b dd bl 4118312250 283.1 3512 400 71 00 61.67%
miz--> 50 lOO 150 200 250 300 350 400
Abundance #194587: Heneicosane
57.0
5000 = -
28.50 29.00
9.0 m/z 43.00 51.67%
Ol\4i\q\ \‘ ‘ “‘ \H‘\““ \“‘\“\ “ "\118\‘3\‘(‘)2\2\5\(\)‘ T \2\9\?(\)\ T ’ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
— —
28.50 29.00
5000 m/z 85.00 45.21%
ol ‘L‘ ”h‘ Il \\ | 14} 9183 0225.0267.0309.0 367.0
A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane = 7
57.0 28.50 29.00
m/z 55.00 21.62%
- N/\/\J
ol h‘ H | 141 9183 0225.0 281.0 337.0 394.0
e “_“‘ T T — —
m/z--> 50 100 150 200 250 300 350 400 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 17 .gamma.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
29.974  15.53 ng/ul 781332  Perylene-di2 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 96
2 .beta.-Sitosterol 414 C29H500 000083-46-5 68
3 .beta.-Sitosterol 414 C29H500 000083-46-5 64
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 46

5 3-Chloro-5-[(2,6-dichlorophenyl)... 328 C13H11C13N4 1000444-27-0 18

Abundance Scan 4576 (29.974 min): BG057993.D\data.ms (-4565) (- | m/z 43.00 100.00%

107.0
590 2131
5000
303.1
414 S
‘ \ 59.0 354.2 30.00
Ol I m/z 55.00  85.47%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 ——
145.0 414.( 30.00

2130 303.0 m/z 57.10  74.27%

Ll

m/z--> 0 5 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
——
30.00
5000 m/z 107.00 67.18%

.

LU

m/z--> 0 5
Abundance #310596: .beta.-Sitosterol T
43.0 30.00
m/z 105.00 61.88%

100 150 200 250 300 350 400

5000
107.0 414.(

161.0 513 303.0

I m 257. 354.0
O o T

m/z--> 0 50 100 150 200 250 300 350 400 30.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 18 Lupeol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
31.508 258.55 ng/ul 13008500  Perylene-di12 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 51
2 D:C-Friedo-B':A"'-neogammacer-9(1... 440 C31H520 004555-56-0 47
3 9,19-Cyclolanost-24-en-3-0l, (3.... 426 C30H500 000469-38-5 35
4 Lupeol 426 C30H500 000545-47-1 30
5 2-(Phenylmethyl)phenol, tert-but... 298 C19H260Si 1417315-87-7 25
Abundance Scan 4837 (31.508 min): BG057993.D\data.ms (-4812) (- | m/z 241.10 100.00%
241.1
95.0
5000{ 41. 425.3
163.1 L A\ ‘
31.50
0 bl \"“‘u 2223180 |1 ;273,10 81.33%
miz--> 50 100 150 200 250 300 350 400
Abundance #316484: Lupeo
95.0
189.0
43
5000 —
31.50
126 m/z 95.00  70.57%
‘ h ‘ 257.0 315.0365.0
ol “M‘Hh I “H‘H\.‘ “I“‘h‘ L, ‘\u’ ‘“‘I‘ - L ‘ L‘L A
m/z--> 50 100 150 200 250 300 350 400
Abundance #322351: D:C-Friedo-B":A'-neogammacer-9(11)-ene, 3-m
273.0 425.0
T I
31.50
5000 109.0 m/z 55.00 62.13%
163.0
0l L s
oy MM 2220 ] L]
m/z--> 50 100 150 200 250 300 350 400
Abundance #316523: 9,19-Cyclolanost-24-en-3-ol, (3.beta.)- —— ‘
69.0 31.50
m/z 69.00 52.73%
5000
1.0
173.0 286.0 393.0
LTI
0 ‘HH‘WKM¢MM¢ —
m/z--> 50 100 150 200 250 300 350 400 31.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acq On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 19 Octadecanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
31.937 19.09 ng/ul 960255  Perylene-di2 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
4 Tetradecanal 212 C14H280 000124-25-4 87
5 Dotriacontanal 464 C32H640 057878-00-9 86
Abundance Scan 4910 (31.937 min): BG057993.D\data.ms (-4897) (- | m/z 57.00 100.00%
57.0
‘ il 200
185.2 236.2 3411 . '
ol AL m“““‘u e 200-2,202.1341.1389.8 446 0 82.00  73.62%
miz--> 50 100 150 200 250 300 350 400
Abundance #158566: Octadecanal
43.0
5000 IR
6.0 32.00
m/z 43.00 66.10%
O \‘\“\ ““\ ‘\h H\ “‘lﬂ\'s‘z\o\\\‘\\‘\2\5?\()\\\‘\\\\‘\\\\‘\\\\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl-
82.0
——
32.00
5000 m/z 55.00 57.52%
0 \‘ L HJ 19402500
m/z--> 0 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl- —
82.0 32.00
m/z 96.00  48.33%
5000
il T
ol T 20 ze0 -
m/z--> 50 100 150 200 250 300 350 400 32.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG®57993.D

Acqg On : 4 Jul 2023 18:58
Operator : CG/JU

Sample : 03247-08

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@70123.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|
Butane, 2-metho... 3.118 124.9 ng/ul 1910840 1 7.941 305922 20.0
Benzophenone 15.926 2.7 ng/ul 90892 3 14.575 664853 20.0
Hexadecenoic ac... 18.141 2.6 ng/ul 102551 4 17.319 784165 20.0
n-Hexadecanoic ... 18.206 16.1 ng/ul 630457 4 17.319 784165 20.0
Octadecanoic acid 19.469 2.7 ng/ul 110100 5 21.572 804472 20.0
(DEL) Alkane: S... 21.214 12.9 ng/ul 519037 5 21.572 804472 20.0
(DEL) Alkane: S... 22.354 6.2 ng/ul 250368 5 21.572 804472 20.0
(DEL) Alkane: S... 23.024 3.1 ng/ul 123979 5 21.572 804472 20.0
Docosanal 23.370 3.0 ng/ul 153641 6 24.739 1006250 20.0
(DEL) Alkane: S... 23.823 26.3 ng/ul 1320770 6 24.739 1006250 20.0
1-Heneicosanol 23.893 4.4 ng/ul 222707 6 24.739 1006250 20.0
1,22-Docosanediol 25.262 7.6 ng/ul 381904 6 24.739 1006250 20.0
(DEL) Alkane: S... 25.861 27.5 ng/ul 1385090 6 24.739 1006250 20.0
Dichloroacetic ... 25.997 4.4 ng/ul 222402 6 24.739 1006250 20.0
Pentadecanal- 27.977 18.9 ng/ul 951908 6 24.739 1006250 20.0
(DEL) Alkane: S... 28.805 34.3 ng/ul 1726860 6 24.739 1006250 20.0
.gamma.-Sitosterol 29.974 15.5 ng/ul 781332 6 24.739 1006250 20.0
Lupeol 31.508 258.6 ng/ul 13008500 6 24.739 1006250 20.0
Octadecanal 31.937 19.1 ng/ul 960255 6 24.739 1006250 20.0
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