LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc :

ALS vial : 6 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-BG091923.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59105.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.611 34 38 44 rVB4 10505 17263 0.61% 0.113%
2 4.046 107 112 121 rBV 32691 57264 2.02% 0.376%
3 4.258 144 148 151 rVB2 8877 10845 0.38% 0.071%
4 4.916 254 260 271 rVB2 43659 72150 2.54% 0.473%
5 7.201 644 649 654 rVB2 4458 7690 0.27% 0.050%
6 7.407 678 684 693 rVB2 36205 63397 2.24% 0.416%
7 7.618 713 720 726 rVB 117618 188196 6.64% 1.234%
8 7.812 745 753 762 rVB2 109131 182878 6.45%  1.200%
9 8.188 812 817 822 rVB3 4367 6688 0.24% 0.044%
106 8.300 829 836 843 rBV 109850 184937 6.52% 1.213%
11 8.447 857 861 866 rBv2 3729 6670 0.24% 0.044%
12 8.764 911 915 919 rBV2 4361 6496 0.23% 0.043%
13 8.893 933 937 944 rBV3 3415 5962 0.21% 0.039%
14 8.976 944 951 960 rVV2 105353 181216 6.39% 1.189%
15 9.1085 966 973 977 rBvV3 2140 3727 0.13% 0.024%
16 9.493 1030 1039 1046 rVB 143211 251075 8.86% 1.647%
17 10.215 1154 1162 1170 rVB 110957 203208 7.17% 1.333%
18 10.427 1194 1198 1203 rBV2 3081 4319 0.15% 0.028%
19 10.503 1207 1211 1216 rVB2 3045 4483 0.16% 0.029%
20 10.738 1242 1251 1262 rBV 175417 316582 11.17% 2.077%
21 11.144 1313 1320 1327 rBV 174146 310386 10.95% 2.036%
22 11.285 1336 1344 1353 rBV 152052 278998 9.84% 1.830%
23 12.706 1581 1586 1588 rVB 2867 3667 ©0.13% 0.024%
24 13.676 1746 1751 1756 rVB4 7833 11100 0.39% 0.073%
25 13.752 1760 1764 1771 rVB3 4940 7074 0.25% 0.046%
26 14.322 1851 1861 1867 rBV 376577 549068 19.37% 3.602%
27 14.628 1906 1913 1921 rVB 416681 674271 23.78% 4.423%
28 14.810 1940 1944 1948 rBV 3024 3735 0.13% 0.024%
29 14.927 1957 1964 1972 rBV 284965 435462 15.36% 2.856%
30 15.092 1985 1992 2003 rBV2 44263 71787 2.53% 0.471%
31 15.691 2090 2094 2097 rBV 9833 11574 0.41% 0.976%
32 15.914 2125 2132 2138 rBV 561539 853194 30.09% 5.597%
33 15.961 2138 2140 2144 rVB 2471 3125 0.11% 0.020%
34 16.020 2144 2150 2157 rBV 192396 288467 10.18% 1.892%
35 16.555 2235 2241 2243 rBV2 4720 5564 0.20% 0.036%
36 16.608 2248 2250 2257 rBV3 3826 6125 0.22% 0.040%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc :

ALS vial : 6 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-BG091923.MA.M
Title : SVOA CALIBRATION
37 17.219 2351 2354 2362 rBV3 2661 4809 0.17% 0.032%
38 17.342 2372 2375 2380 rvv3 6117 7146 0.25% 0.047%
39 17.383 2380 2382 2387 rVB2 2224 2861 0.10% 0.019%
40 17.677 2426 2432 2440 rVB 353523 532863 18.80% 3.495%
41 17.777 2442 2449 2458 rBV2 662818 988134 34.85% 6.482%
42 18.088 2499 2502 2506 rVB3 4571 5177 0.18% 0.034%
43 18.159 2510 2514 2517 rBVS5 3410 4368 0.15% 0.029%
44 18.494 2567 2571 2579 rBV2 44996 66185 2.33% 0.434%
45 19.111 2674 2676 2678 rBvV2 3329 3055 0.11% 0.020%
46 19.234 2695 2697 2698 rBV2 3642 2884 0.10% 0.019%
47 19.393 2722 2724 2727 rBvV4 2665 2981 0.11% 0.020%
48 19.622 2756 2763 2765 rBV6 12022 20158 0.71% 0.132%
49 19.687 2765 2774 2776 rW4 8368 18017 0.64% 0.118%
50 19.757 2782 2786 2793 rBv4 32144 47175 1.66% 0.309%
51 19.898 2806 2810 2814 rBV4 6960 9463 0.33% 0.062%
52 19.969 2818 2822 2827 rVB6 5216 8193 0.29% 0.054%
53 20.051 2830 2836 2842 rVB 767278 1102239 38.88% 7.230%
54 20.503 2909 2913 2915 rBV4 8143 10055 ©0.35% 0.066%
55 20.580 2924 2926 2927 rBvV2 4987 3319 0.12% 0.022%
56 20.674 2939 2942 2945 rBV4 4310 6485 0.23% 0.043%
57 21.003 2996 2998 3002 rvB3 10351 11079 0.39% 0.073%
58 21.537 3086 3089 3098 rBv4 17808 27547 0.97% 0.181%
59 21.996 3161 3167 3174 rVB2 283660 498249 17.57% 3.268%
60 22.119 3184 3188 3194 rVB 22215 29158 1.03% 0.191%
61 22.436 3240 3242 3246 rVB5 7517 8176 ©.29% 0.054%
62 22.771 3295 3299 3307 rVB5 20874 41998 1.48% 0.275%
63 23.529 3423 3428 3440 rVB2 28897 62102 2.19% 0.407%
64 23.741 3458 3464 3472 rVB2 44640 92718 3.27% ©.608%
65 23.952 3499 3500 3502 rBV2 4466 3475 0.12% 0.023%
66 24.410 3572 3578 3585 rBV3 30866 66310 2.34% 0.435%
67 24.628 3612 3615 3617 rBV4 5912 6754 0.24% 0.044%
68 25.298 3717 3729 3742 rBV2 366783 1113688 39.28% 7.305%
69 25.462 3751 3757 3762 rBV2 24533 60652 2.14% 0.398%
70 25.544 3763 3771 3783 rVB2 180912 559940 19.75% 3.673%
71 26.719 3965 3971 3972 rBv4 19188 32557 1.15% 0.214%
72 27.419 4075 4090 4109 rBvV4 728757 2835045 100.00% 18.597%
73 28.006 4178 4190 4203 rBV6 199982 740267 26.11% 4.856%
74 29.081 4359 4373 4375 rBV8 36350 104382 3.68% 0.685%
75 29.540 4442 4451 4452 rBV7 10338 25047 0.88% 0.164%
76 29.751 4484 4487 4490 rBV4 4706 7362 0.26% 0.048%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 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-BG091923.MA.M
Title : SVOA CALIBRATION

77 30.680 4630 4645 4667 rBV8 149467 781154 27.55% 5.124%
78 31.678 4813 4815 4816 rBV2 4873 3144 0.11% 0.021%

Sum of corrected areas: 15245014
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059105.D\data.ms
700000
600000
500000
400000

300000

o 7.61812 8.300 9493 10.215 P s
61812 8. i )
100000 4016 8.976
4.0 . 7.40
3.611 *94%sg 7.20 8.18B44B BEBRA05 00130 12.706

[T I T [T T [T T T [ T T T [ T T T T T T [ A e L L B B

Time--> 350 400 450 500 550 6.00 650 7.00 7.50 800 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059105.D\data.ms

o

20.p51
700000 17.777

600000 15.014

500000
14.628
400000 14.322 17,677
300000 14.927 21.996

200000 16.020

100000

18.494

092
oL 183762 15. 6194 1 169538 17/ ||| 1880860 | 199V 208874003 21-537 2219 43277
- L ‘ L ‘ L ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L \

Time--> 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: BG059105.D\data.ms
27.419

700000

600000

500000

400000 25.298

300000

200000

100000

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\BG092023\
Data File : BG®59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Tetrachloroethylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.916 7.80 ng/ul 72150 1,4-Dichlorobenzene-d4 8.300

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 96
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 93
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 38
Abundance Scan 260 (4.916 min): BG059105.D\data.ms (-254) (-) m/z 165.90 100.00%
165.
128.9
5000 94.0
47.0

e ARNwmmEEET

| ‘ | ‘ ‘ ‘ 0372 460480500520
ottt e e m/z 163.90  83.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #39854: Tetrachloroethylene

166.0
131.0
5000 L L B I B B
47.0 94.0 4.60 4.80 5.00 5.20
m/z 128.90  75.41%
0\H\‘1\\‘\“‘\\‘\\“‘\\H‘L\‘\H“\\H’\H\’\H\‘\‘\‘\\‘HH‘\\H’\H\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39850: Tetrachloroethylene
166.0
129.0 e EARSEEESE R
4.60 4.80 5.00 5.20
5000 m/z 130.90 70.03%
94.0
47.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39852: Tetrachloroethylene AEEmmaRE T
166.0 4.60 4.80 5.00 5.20
129.0 m/z 167.90  49.78%
5000
94.0
47.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.494 2.48 ng/ul 66185 Phenanthrene-die 17.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
Abundance Scan 2571 (18.494 min): BG059105.D\data.ms (-2567) (- m/z 43.05 100.00%
3.0
73.0
5000
129 1 213.2 1
171 1 : 18.50
O W “‘Mu HHH“ ﬂ‘ ‘ F“ bl ! e ‘ i 256‘ ' wz ee.10  84.28%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 1290 . ‘ ‘M/\M‘ A ‘/\A A
18.50
157.01g5 02130  256.0 m/z 55.05 77 .54%
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
——
43.0 18.50
5000 m/z 73.00 73.52%
129.0
1710 5140
101.0 ‘ ‘
0150(ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
43.0 73.0 18.50
' m/z 57.10 73.44%
5000
129.0
H ‘ 171.0 214.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\

Library Search Compound Report

Data File : BG@59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.520  2.49 ng/ul 62102 Chrysene-di2 21.996
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 78

1000309-17-7 72
1000309-17-8 72
017312-55-9 72
017301-26-7 59

2 Sulfurous acid, butyl decyl ester 278 C14H3003S
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S
4 Decane, 3,8-dimethyl- 170 C12H26
5 Undecane, 2,9-dimethyl- 184 C13H28

Abundance Scan 3428 (23.529 min): BG059105.D\data.ms (-3423) (- | m/z 57.10 100.00%

57.1
5000

‘\ 183.0 284.0 537.! 2350
o‘m_M‘w”m,mw_uH_m‘w_Mwwu_w m/z 43.10  65.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107227: Pentadecane, 2-methyl-
43.0
5000
2350
m/z 71.10 41.68%
%90 183.0
O\\‘NWJV\\lgIJ\M\W"\\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
AR Dy
23.50
5000 ITI/Z 85.05 38.92%

141.0
Mgy, 2050
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #188718: Sulfurous acid, butyl undecyl ester ymmw%{vnm o ‘»WM“WAW
57.0 23.50
m/z 55.10 26.22%
155.0
L5900

bbb b s e P —
miz--> 50 100 150 200 250 300 350 400 450 500 23.50

o

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 4 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.741 3.72 ng/ul 92718  Chrysene-d12 21.996
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 80
2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 78
4 6,10,14-Hexadecatrien-1-0l, 3,7,... 292 C20H360 036237-66-8 64
51,6,10,14-Hexadecatetraen-3-0l, ... 290 C20H340 001113-21-9 64

Abundance Scan 3464 (23.741 min): BG059105.D\data.ms (-3458) (- | m/z 69.10 100.00%

69.1
5000

121, 2350 24.00
by, 1921 2412 29893486 L g1 16 46.70%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
MMW\W’V’\

5000
2350 2400
m/z 41.10 33.50%

137.0
0279 L Ll iy |, 1910 273.0 341.0 410.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69.0

o

2350 2400
5000 ITI/Z 95.10 12.61%
27, 123.0
H‘ 10 Ao
oA e
m/z--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra L A
69.0 23.50 24.00
m/z 67.05 10.53%
5000
‘ 137.0 #
192.0
Bl 220 2ro _mso 1 i il
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\BG092023\
Data File : BG®59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.410 2.37 ng/ul 66310 Perylene-di2 25.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 74
2 Pentadecane 212 C15H32 000629-62-9 72
3 Hexatriacontane 507 C36H74 000630-06-8 72
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 3578 (24.410 min): BG059105.D\data.ms (-3572) (- | m/z 57.10 100.00%
57.1

%

5000
24%0
113.1 2079 2810 3550 :
0 H‘ﬂwk$mﬂﬂwM‘Nka‘Hp‘u“u“w“w“u“u“u m/z 43.05 55.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 LA

24.50
m/z 71.15 53.31%

oL 11130169.0225.0281.0337.0394.0
\\1\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
o Tl Y MMMMMW

57.0

24 50
5000 m/z 85.20  28.98%

| ‘ !

%

113.0 212.0
L et A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane
57.0 24.50
m/z 41.15 15.75%
5000
13.0
0 ” J}} 1, 169.0225.0281.0337.0393.0449.0 506.(
H"_"w"H“H"H“_“w“u“u“u“_“w“ : :
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91923.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
25.462 2.17 ng/ul 60652  Perylene-di12 25.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
3 Hexadecane 226 C16H34 000544-76-3 64
4 Tetracosane 338 C24H50 000646-31-1 64
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 59

Abundance Scan 3757 (25.462 min): BG059105.D\data.ms (-3751) (- | m/z 57.10 100.00%

57.1
5000
—

‘ T3 2089 2639 430. 25.50
et U T T m/z 43.10 54.90%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0

5000 T
25.50
m/z 71.10 53.74%

o

l‘ ‘ 111 | i \1690 226.0

\\\\‘ \r‘\\\\"\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350 400

o

i

Abundance #45507: Decane, 3,8-dimethyl-
57.0
25.50
5000 ITI/Z 85.10 40.47%
“ 113.0
ol b4y 1800
m/z--> 0 50 100 150 200 250 300 350 400 }%
Abundance #107219: Hexadecane ﬂMﬂMmA . ““Mmhm
57.0 2550

m/z 56.10  23.81%

o LT e 2280 WWW“/\/WMLU

m/z--> 0 50 100 150 200 250 300 350 400 25.50

SFAM-EPA-BG091923.MA.M Thu Sep 21 13:43:48 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 Cholestan-3-o0l, (3.beta.,5.... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.419 101.26 ng/ul 2835050  Perylene-d12 25.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-o0l, (3.beta.,5.beta.)- 388 C27H480 000360-68-9 68
2 Cholestanol 388 C27H480 000080-97-7 64
3 Cholestan-3-o0l, (3.beta.,5.beta.)- 388 C27H480 000360-68-9 59
4 Cholestan-3-o0l 388 C27H480 027409-41-2 50
5 cis-3-[2-Hydroxy-4-(2-methyl-2-n... 332 C22H3602 1000370-41-9 49
Abundance Scan 4090 (27.419 min): BG059105.D\data.ms (-4075) (- | m/z 43.05 100.00%
43.Q 215.2
95.1
5000 149.1
373.3
—
Ll 2571 3313 27.50
0t m/z 55.10 98.04%
miz--> 50 100 150 200 250 300 350
Abundance #294354: Cholestan-3-ol, (3.beta.,5.beta.)-
43.0
5000 107.0 233.0 ‘27‘50‘
388.( :
149.0 m/z 215.20  93.44%
331.0 ‘
o] \‘\ \‘“‘ “M‘H}\ ‘hh“\“\m\h‘ ’ \}‘H“\‘%h‘g\?.‘\o‘ “\‘ 1“‘\ \‘ ! ‘2‘8?‘0‘ L ‘L‘ i \‘ |
miz--> 50 100 150 200 250 300 350
Abundance #294342: Cholestanol
107.0 215.0
—==
165.0 27.50
5000 43.0 388.( m/z 95.10 65.92%
2620 4310
O v by
m/z--> 50 100 150 200 250 300 350
Abundance #294353: Cholestan-3-ol, (3.beta.,5.beta.)- =
43.0 215.0 27.50
95.0 m/z 107.10 63.22%
149.0
5000 373.0
0 H‘L““\‘N T
m/z--> 50 100 150 200 250 300 350 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Cholestan-3-one Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
28.006  26.44 ng/ul 740267 Peryleme-diz 25.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cholestan-3-ome 386 C27HAGOD 015600-08-5 62

2 Cholestane, 4,5-epoxy-, (4.alpha... 386 C27H460 006079-19-2 56
3 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 47
4 Cholestan-2-one 386 C27H460 1010210-43-4 38
5 Cholestan-3-one, (5.beta.)- 386 C27H460 000601-53-6 38

Abundance Scan 4190 (28.006 min): BG059105.D\data.ms (-4178) (-

55.1
231.2
5000 161.1
07.1
3162  3gg2 S ;
‘ 28.00
ot A m/z 43.10  80.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #292886: Cholestan-3-one
43.0 231.0
122.0
5000 386.0 —
28.00
163.0 m/z 231.15 62.09%
‘ 300.0342.0
0 — ‘\‘ ‘\“
m/z--> 50 100 150 200 250 300 350 400
Abundance #292929: Cholestane, 4,5-epoxy-, (4.alpha.,5.alpha.)-
43.0
T ‘ \M T ‘
28.00
5000 5.0 ITI/Z 41.10 54.23%
. 231.0
ok~ “‘Hh} \\‘}“ ‘\H‘u \w\“\\\‘h“h‘\\“ q‘]'?\?‘o‘ - ‘\\‘2‘7‘\3"9?]"5"9‘ - A -
m/z--> 50 100 150 200 250 300 350 400
Abundance #292906: Cholestan-3-one, (5.alpha.)- —— ‘
43.0 231.0 28.00
386.0 m/z 81.10 51.09%
5.0
5000
163.0
0 \‘ | ‘\M‘ H“u 2730 3290 RV
m/z--> 50 100 150 200 250 300 350 400 28.00

m/z 55.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
29.081 3.73 ng/ul 104382  Perylene-di2 25.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-o0l 388 C27H480 027409-41-2 43
2 Cholestan-3.alpha.-o0l acetate 430 C29H5002 022213-55-4 14
3 3-Cyclopenten-1-one, 3-hydroxy-2... 248 C15H2003 038574-23-1 12
4 5.beta.-Cholestan-3.alpha.-ol, 2... 458 C31H5402 1000514-95-7 10
5 5.beta.-Cholestan-3.alpha.-o0l, a... 430 C29H5002 033157-47-0 10
Abundance Scan 4373 (29.081 min): BG059105.D\data.ms (-4359) (- | m/z 43.10 100.00%
43.1
20 WMNMW
U \
} 29.00
ol ML m/z 55.18  72.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #294347: Cholestan-3-ol
43.0
5000 —— :
29.00
m/z 79.10 64.42%
‘ r ‘ o 2150 388.0
oh \‘\‘ U ‘\‘ “ “h\ hm\ Mh \‘d \“‘M = ““\‘ “‘26‘2‘9 o ‘3‘3‘1‘0‘ . ‘\‘ Poo
m/z--> 50 100 150 200 250 300 350 400
Abundance #318356: Cholestan-3.alpha.-ol acetate
43.0
29.00
5000 m/z 149.20 57.56%
93.0 215.0 370.0
‘\\H T |, 2750 | 430
(s “‘WWM““‘V‘1““‘w““ﬂu““‘1
m/z--> 5 100 150 200 250 300 350 400
Abundance #133290: 3-Cyclopenten-1-one, 3-hydroxy-2-(1-hydroxy-
11.0 29.00
m/z 57.10 53.04%
50 233.0
5000
164.0
m/z--> 50 100 150 200 250 300 350 400 29.00

SFAM-EPA-BG091923.MA.M Thu Sep 21 13:43:52 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG®59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091923.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 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
30.680 27.90 ng/ul 781154  Perylene-di2 25.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 CP 47,497-C9-homolog 346 C23H3802 070435-08-4 49
2 Cholesterol epoxide 402 C27H4602 001250-95-9 35
3 2-Amino-5-bromo-3-fluorobenzoic ... 233 C7H5BrFNO2 874784-14-2 27
4 5-(2-Methyloctan-2-yl)-3-(1R,3R-... 332 C22H3602 070434-92-3 27
5 CP 47,497 (n=7) 318 C21H3402 070434-82-1 27

Abundance Scan 4645 (30.680 min): BG059105.D\data.ms (-4630) (- | m/z 43.10 100.00%

43.1
215.2
5000 0 1491
I,

401.4 i s

258.1 316.0 ‘ 3050 31.00
0““ w““mw‘w‘“w‘w \\‘\\\"\“\‘\ m/z 215.20 68.99%

m/z--> 5 100 150 200 250 300 350 400
Abundance #255923: CP 47,497-C9-homolog
215.0
1 A

5000 T ‘
3050 3100

m/z 55.05 63.23%

o

107.0 161.0
H\ ] 2140 P00
\\\\“\‘\H‘\ \‘ J\H‘\‘“\”\H“\‘\“‘\‘\ “\\\‘\‘\\‘\\‘\\‘\\“\\\\‘\\
mi/z--> 100 150 200 250 300 350 400
Abundance #303879: Cholesterol epoxide
43.0

95.0

5000
211.0 261.0 358.0

|
-
m/z--> 50 100 150 200 250 300 350 400
Abundance #115159: 2-Amino-5-bromo-3-fluorobenzoic acid ‘ ;

Ot
215.0 30.50 31.00

108.0 ' '
5000
52.0 ‘ ‘ 162.0
1 \M Ww m\ \HH | M\ I ‘ L MM A A il

m/z--> 50 100 150 200 250 300 350 400 30.50 31.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092023\
Data File : BG@59105.D

Acqg On : 20 Sep 2023 12:01
Operator : MA/JU

Sample : 04378-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91923.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|
Tetrachloroethy... 4.916 7.8 ng/ul 72150 1 8.300 184937 20.0
n-Hexadecanoic ... 18.494 2.5 ng/ul 66185 4 17.677 532863 20.0
(DEL) Alkane: S... 23.529 2.5 ng/ul 62102 5 21.996 498249 20.0
Supraene 23.741 3.7 ng/ul 92718 5 21.996 498249 20.0
(DEL) Alkane: S... 24.410 2.4 ng/ul 66310 6 25.544 559940 20.0
(DEL) Alkane: S... 25.462 2.2 ng/ul 60652 6 25.544 559940 20.0
Cholestan-3-0l,... 27.419 101.3 ng/ul 2835050 6 25.544 559940 20.0
Cholestan-3-one 28.006 26.4 ng/ul 740267 6 25.544 559940 20.0
unknown-01 29.081 3.7 ng/ul 104382 6 25.544 559940 20.0
unknown-02 30.680 27.9 ng/ul 781154 6 25.544 559940 20.0
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