LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc :

ALS Vvial : 18 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-BG102723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59532.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.660 42 46 47 rBV3 11972 11018 0.19% 0.032%
2 3.936 90 93 98 rvB6 7873 11266 0.20% 0.033%
3 4.095 116 120 127 rBvV2 25729 46093 0.80% 0.135%
4 4.213 137 140 146 rBV7 12191 19083 ©0.33% 0.056%
5 4.307 152 156 162 rBV3 14730 25739 0.45% 0.975%
6 4.918 258 260 264 rBvV2 6904 8217 0.14% 0.024%
7 5.6 272 275 277 rBV3 7979 9394 0.16% 0.027%
8 5.3706 332 337 341 rBV 31796 42747 0.74%  0.125%
9 5.558 364 369 370 rBV3 6083 8774 0.15% 0.026%
10 7.468 687 694 705 rVB 196317 372336 6.45% 1.088%
11  7.679 722 730 738 rVB2 140926 236960 4.11% 0.692%
12 7.873 754 763 771 rVWVW2 207284 372225 6.45% 1.087%
13 8.361 840 846 855 rBvV2 283673 511466 8.86% 1.494%
14 9.036 955 961 969 rVv2 234388 432948 7.50% 1.265%
15 9.201 982 989 997 rBvV2 88041 170539 2.96% 0.498%
16 9.553 1043 1049 1056 rBV 196271 360267 6.24%  1.052%
17 9.665 1064 1068 1071 rVB5 6817 8436 0.15% 0.025%
18 9.894 1102 1107 1108 rBV5 4791 8519 ©0.15% 0.025%
19 10.211 1158 1161 1164 rVB4 7322 11339 0.20% 0.033%
20 10.276 1164 1172 1180 rBV2 139029 276902 4.80% 0.809%
21 10.352 1180 1185 1190 rVV3 34258 60953 1.06% 0.178%
22 10.640 1231 1234 1238 rVB6 11703 15337 0.27% 0.045%
23 10.799 1254 1261 1268 rBV3 273339 473667 8.21% 1.384%
24 10.964 1287 1289 1293 rBV2 7790 8445 0.15% 0.025%
25 11.210 1325 1331 1338 rVB2 424914 765414 13.26%  2.236%
26 11.351 1348 1355 1364 rBvV2 47221 107064 1.86% 0.313%
27 11.463 1368 1374 1375 rVV4 10655 14526 ©.25% 0.042%
28 11.498 1379 1380 1384 rBV2 9308 8713 0.15% 0.025%
29 11.721 1413 1418 1419 rBV2 11720 14433 0.25% 0.042%
30 11.733 1419 1420 1425 rVB3 15092 8836 0.15% 0.026%
31 11.827 1432 1436 1442 rBV3 4747 9643 0.17% 0.028%
32 11.892 1442 1447 1453 rBV5 8824 18575 0.32% 0.054%
33 11.992 1460 1464 1470 rVV4 10793 20536 0.36% 0.060%
34 12.421 1533 1537 1542 rVB4 6916 9689 0.17% 0.028%
35 12.491 1545 1549 1551 rBV5 5402 7964 0.14% 0.023%
36 12.556 1553 1560 1562 rBV6 19073 34060 0.59% 0.099%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc :

ALS Vvial : 18 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-BG102723.MA.M
Title : SVOA CALIBRATION
37 12.644 1571 1575 1578 rVB5 8004 10502 0.18% 0.031%
38 13.173 1658 1665 1669 rBV7 18295 29697 ©0.51% 0.087%
39 13.237 1673 1676 1680 rVVv4 8534 12892 0.22% 0.038%
40 13.278 1680 1683 1686 rVB4 8833 11798 0.20% 0.034%
41 13.308 1686 1688 1690 rBvV2 8305 10369 0.18% 0.030%
42 13.355 1693 1696 1698 rVB4 11062 8827 0.15% 0.026%
43 13.748 1760 1763 1766 rVV5 8037 8245 0.14% 0.024%
44 13.819 1771 1775 1781 rBV5 35710 64933 1.13% 0.190%
45 13.872 1782 1784 1786 rVV3 10593 9190 0.16% 0.027%
46 13.889 1786 1787 1789 rVV2 10727 8133 0.14% 0.024%
47 14.154 1827 1832 1835 rBV6 9647 16632 0.29% 0.049%
48 14.254 1844 1849 1851 rBV5 8736 13688 0.24% 0.040%
49 14.277 1851 1853 1857 rVWV5 13433 21177 0.37% 0.062%
50 14.313 1857 1859 1861 rvv3 8689 8939 0.15% 0.026%
51 14.383 1864 1871 1876 rVV 501907 743374 12.88% 2.171%
52 14.442 1876 1881 1886 rVV6 12428 21943 0.38% 0.064%
53 14.689 1916 1923 1932 rBV 589365 917603 15.90%  2.680%
54 14.812 1942 1944 1945 rBV2 11551 9404 0.16% 0.027%
55 14.988 1966 1974 1981 rBV 624417 1012018 17.54% 2.956%
56 15.065 1984 1987 1990 rBV4 8047 10774 0.19% 0.031%
57 15.147 1995 2001 2009 rVV 151303 259030 4.49% 0.757%
58 15.241 2014 2017 2018 rVV3 10544 9332 0.16% 0.027%
59 15.329 2027 2032 2039 rBV1e 39465 83849 1.45% 0.245%
60 15.505 2056 2062 2065 rBV7 51146 83600 1.45% 0.244%
61 15.540 2065 2068 2072 rVV6 21057 36364 0.63% 0.106%
62 15.587 2072 2076 2081 rVV8 45517 77737 1.35% 0.227%
63 15.975 2133 2142 2148 rBV 711053 1210456 20.98% 3.536%
64 16.069 2154 2158 2165 rVB2 156192 222347 3.85% 0.649%

65 17.356 2371 2377 2386 rBV 3577766 5770324 100.00% 16.854%

66 17.562 2410 2412 2416 rBV5 51742 62833 1.09% 0.184%
67 17.738 2437 2442 2450 rVB 740005 1165760 20.20%  3.405%
68 17.838 2454 2459 2464 rVV2 736306 1137820 19.72%  3.323%
69 18.566 2579 2583 2593 rVB5 345930 516589 8.95%  1.509%
70 19.830 2795 2798 2802 rBV6 137444 159864 2.77% 0.467%
71 20.106 2841 2845 2851 rVB 790699 1186491 20.56%  3.466%
72 21.633 3100 3105 3111 rVB 660430 932710 16.16% 2.724%
73 22.039 3170 3174 3175 rBV4 118360 155913 2.70%  ©.455%
74 22.074 3175 3180 3186 rVB2 606725 1122107 19.45%  3.278%
75 22.902 3316 3321 3323 rBV 310244 514727  8.92% 1.503%

76 22.932 3323 3326 3336 rVB4 456299 844829 14.64%  2.468%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc :

ALS Vvial : 18 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-BG102723.MA.M
Title : SVOA CALIBRATION

77 23.455 3412 3415 3423 rVB10 70825 131786  2.28% ©.385%
78 23.684 3450 3454 3460 rVB8 101488 211454 3.66% ©.618%

79 24.089 3518 3523 3527 rBV8 44211 82299 1.43% 0.240%
80 24.142 3530 3532 3535 rBV4 28862 29579 ©.51% ©0.086%
81 24.595 3602 3609 3616 rBV3 230158 564565 9.78% 1.649%
82 24.677 3616 3623 3634 rVB2 492985 1215308 21.06%  3.550%
83 25.088 3691 3693 3696 rBv4 22113 22165 0.38% ©0.065%
84 25.435 3741 3752 3761 rBV2 386557 1183835 20.52%  3.458%
85 25.611 3774 3782 3786 rBV8 184083 485932  8.42% 1.419%
86 25.682 3787 3794 3806 rVB3 420597 1259511 21.83% 3.679%
87 26.992 4007 4017 4029 rVB4 280855 992575 17.20%  2.899%
88 27.145 4033 4043 4056 rBv4 306557 1045697 18.12%  3.054%
89 27.374 4077 4082 4092 rVB4 69317 214896 3.72% 0.628%
90 28.137 4205 4212 4213 rBV7 47962 78140 1.35% 0.228%
91 28.196 4216 4222 4223 rBV6 90586 127485 2.21% ©.372%
92 28.420 4252 4260 4269 rVB6 137434 480319 8.32% 1.403%

93 29.001 4357 4359 4362 rBV4 14809 15671 0.27% 0.046%
94 30.464 4591 4608 4609 rBV1o 125663 444229 7.70%  1.298%
95 30.734 4646 4654 4655 rBV7 80910 137880 2.39% ©0.403%

96 30.964 4691 4693 4694 rBV2 15404 10620 0.18% 0.031%

97 31.598 4798 4801 4802 rBV3 17904 20480 0.35% 0.060%

98 31.716 4803 4821 4838 rVV3 447111 2419821 41.94% 7.068%

99 32.168 4896 4898 4899 rBV2 14714 12445 0.22% 0.036%

100 32.338 4925 4927 4930 rBvV4 21184 24539 0.43% 0.072%
Sum of corrected areas: 34236174
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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\BG102823\
BGO59532.D

: 28 Oct 2023 22:45

: MA/JU

: 04925-13

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

3500000

3000000

2500000

2000000

1500000

1000000

500000

Abundance TIC: BG059532.D\data.ms

7.4 73 8.361 9.036 9553 10. 799
3.668.9508807  450865.8658 @ﬁ | 0-2017g 6658911)?9%5% 64, gqal\mmmz 229064

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\ T LA L L R B L B B Y B

350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 1100 1150 12.00 12.50

Time-->

3500000

3000000

2500000

2000000

1000000

500000

Abundance TIC: BG059532.D\data.ms

17.856

1500000 20.106

15.975

14.344-689-988

16.069
MM HERBOeY

O e e o e e L L e s LA e e

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

Time-->

3500000
3000000
2500000
2000000
1500000

1000000

24677
682 31.716
500000 93,2868 245 5 25‘% 26259945 20
25.088 73714 AP 001 30988730064 31.508 320838

Abundance TIC: BG059532.D\data.ms

0‘\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.566 8.86 ng/ul 516589  Phenanthrene-d10 17.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Heptadecanoic acid 270 C17H3402 000506-12-7 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Heptadecanoic acid 270 C17H3402 000506-12-7 70

Abundance Scan 2583 (18.566 min): BG059532.D\data.ms (-2579) (- | m/z 73.05 100.00%

73.0
129.1
5000
213.2
——
H L] 354.9412.7 18.59
0 vl ol FEDT 35494127 5068 ;5510 63.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 — :
18.50
‘ 185.0 m/z 60.08 57.50%
0‘\\&“"1’ “f‘“h“\ ‘\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161155: Heptadecanoic acid
73.0
270.0 18.50
5000 129.0 m/z 129.05  56.35%

014-&) : m "h M} iy ‘\1‘85 l(?u w \

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

»

Abundance #126202: Pentadecanoic acid
43.0 18.50
m/z 57.10 52.42%
5000
1200 2420
| 1850
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.830 2.74 ng/ul 159864  Phenanthrene-di10 17.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 38
2 Octadecanoic acid, 4-methyl- 298 C19H3802 063060-52-6 38
3 4-(n-butyl)amino-N-(n-butyl)benz... 284 C14H24N202S 1000395-69-7 30
4 Pentadecanoic acid 242 C15H3002 001002-84-2 30
5 Docosane 310 C22H46 000629-97-0 25

Abundance Scan 2798 (19.830 min): BG059532.D\data.ms (-2795) (+ | m/z 73.05 100.00%
73.0

241.2

5000
19%6 éObd
8.5 3704 438.7 5120 : :
[yt : m/z 43.15 88.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — —
19.50 20.00
284.0 m/z 55.10 76.42%
Wil e,
0‘\\‘\ “ l\l\“‘\‘\h\lh\l\l\“\\‘l\‘\“f‘\‘\f“‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #197297: Octadecanoic acid, 4-methyl-
73.0
— —r
241.0 19.50 20.00
m/z 41.10 70.72%
5000 298.0
1111 P
Ol "u‘\‘a'\uﬂlx‘l‘\‘e“Jun_w‘m"_ww,w,w,w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #178193: 4-(n-butyl)amino-N-(n-butyl)benzenesulfamide P e
241.0 19.50 20.00

m/z 241.20 70.09%

5000
105.0

164.0
41.0

0 nduxmtﬁn\hw

\
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\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.633 16.62 ng/ul 932716 Chrysene-di2 22.074

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
3 Heptadecane 240 C17H36 000629-78-7 87

4 Carbonic acid, decyl pentadecyl ... 412 C26H5203 1000383-16-4 87
5 Carbonic acid, decyl heptadecyl ... 440 C28H5603 1000383-16-6 87

Abundance Scan 3105 (21.633 min): BG059532.D\data.ms (-3100) (+ | m/z 57.10 100.00%

57.1
5000

T
21.50 22.00

i hﬂ 291 3160 4423 5242
bbb bl B162 4423 8242 s 43,10 79.44%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — et
21.50 22.00

m/z 71.05 75.64%

5.0
JJI‘f‘L%[“\TWZISKZ.O36lg.O64?"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

T
21.50 22.00

o

5000 m/z 55.10 61.58%
5.0
oiHﬁw%-om-o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #123959: Heptadecane — —
57.0 21.50 22.00

m/z 69.10 60.55%

- WMLV
j‘ J‘1127-0 240.0

O\u\‘mu‘\‘Um“'m\‘uu“\u\‘u\\‘uu‘\u\‘\m‘\m‘\m‘uu‘\ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.903 9.17 ng/ul 514727 Chrysene-d12 22.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 94
3 Eicosane 282 C20H42 000112-95-8 93
4 11-Methyltricosane 338 C24H50 027538-41-6 93
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3321 (22.902 min): BG059532.D\data.ms (-3316) (- | m/z 57.10 100.00%

57.1
5000
o A
} ’ ‘“ | T 3201 401.2460.1 2250 23.00
o_m_m "Ju,ﬂuw4”wm‘_‘““““““‘69“‘5‘1‘53’_ m/z 71.85 73.37%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 e e
22.50 23.00

m/z 85.10 63.77%

\“ |’1 A\ 1 | |1 97.0 2960
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287348: Octadecane, 1-iodo-
57.0

o

22.50 23.00
5000 m/z 43.10 63.47%
253.0
1
- _HmHLJ,u‘u_HWHw“‘3‘?9‘?“”_”‘_‘”_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176385: Eicosane — —
57.0 22.50 23.00

m/z 55.10  27.54%

- NMMMMJMMNW/»\WVNWAMNWWﬁ
| “ |\1270 197.0 28?0

O et b b b e - —

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\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 1-Hexadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.932 15.06 ng/ul 844829  Chrysene-di2 22.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 52
2 1-Nonadecene 266 C19H38 018435-45-5 50
3 1-Docosene 308 C22H44 001599-67-3 45
4 N-Cyclohexylpiperidin-4-amine 182 C11H22N2 852486-61-4 38
5 trans-1,3-Diethylcyclopentane 126 CSH18 1000113-87-1 38
Abundance Scan 3326 (22.932 min): BG059532.D\data.ms (-3323) (- | m/z 97.10 100.00%
97.1
- MJLAA\/
é3bd
40 { 190.1 280.9 :
Ol A bl bl w0 3922 4435 8440 83 19 75.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126376: 1-Hexadecanol
55.0
5000 ]
23.00
105.0 m/z 55.10 69.94%
| ||, 1960
0‘\\\’\\‘H“r\‘\‘r"\‘\\\“\\\\‘\\H‘\H\‘H\\‘\\H‘H\\‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155961: 1-Nonadecene
97.0
——
23.00
5000 m/z 69.10 65.63%
29.0
ol LU 16802680
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209741: 1-Docosene —
55.0 23.00
m/z 111.10 56.27%
5000
{ ‘Ts.o
o T aeo o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 unknown-02 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.455 2.35 ng/ul 131786  Chrysene-di12 22.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenyl-10bh-1,2,4-oxadiazolo[5... 248 C16H12N20 106492-27-7 46
2 Adipic acid, nonyl 2,2,3,3,4,4,5... 486 C20H30F804 1000353-73-5 38
3 N-(2,4-Difluorophenyl)-3-oxobuta... 213 C1OH9F2NO2 1000486-19-1 38
4 Adipic acid, isohexyl tridec-2-y... 408 C25H4404 1000324-40-1 38
5 Pyridine-3-carbohydrazide, N2-(3... 251 C15H13N30 145731-78-8 38

Abundance Scan 3415 (23.455 min): BG059532.D\data.ms (-3412) (+ | m/z 129.05 100.00%

5000

3

198.4 565 6327.6

——
95.2 523.7 23.50

0! m/z 69.10 85.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133390: 3-Phenyl-10bh-1,2,4-oxadiazolo[5,4-alisoquino
129.0
5000 ]
23.50
63.0 m/z 55.10 84.28%
Ll 187.0%7°
ot L ‘\ AJ| | 187.0
‘\\\\’\\\!‘f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #335404: Adipic acid, nonyl 2,2,3,3,4,4,5,5-octafluoropen

3

129.0
55.0 343.0 —
23.50
5000 m/z 71.10  65.78%
" 273.0
on Ll o0 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #90707: N-(2,4-Difluorophenyl)-3-oxobutanamide ——
129.0 23.50

m/z 85.10  54.55%

5000
43.0

S

213.0
I VPR S -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50

SFAM-EPA-BG102723.MA.M Mon Oct 30 ©7:35:20 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 9-Octadecenamide, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.684 3.77 ng/ul 211454  Chrysene-di12 22.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 81
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 76

Abundance Scan 3454 (23.684 min): BG059532.D\data.ms (-3450) (+ | m/z 59.10 100.00%

59.1
5000
127.9

221.1281.0
3451 4595 5356 23.50 24.00

Uil m/z 72.85 95.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
5000

23.50 24.00
m/z 55.10 62.99%

‘ “ 1260 281.0
‘\\\‘\” \\J\‘“\'ulm\ﬂh\h\l‘IJ\\\‘\“\?\9‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174773: 9-Octadecenamide, (2)-

59.0

—
23.50 24.00

o

o

5000 m/z 41.15 45.38%
6.0 281.0
o_‘«MﬂAmwwﬁ“‘RHW\wH_WW_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174775: 9-Octadecenamide, (Z)- — —
59.0 23.50 24.00

m/z 57.20  44.55%

6.0
\\l “ V Jn A J‘ 7184.0 281.0

LN LR WD R — —
miz—-> 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\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.595 8.96 ng/ul 564565  Perylene-d12 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylheneicosane 310 C22H46 025117-29-7 94
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetratriacontane, 2-methyl- 493 (C35H72 014167-65-8 90
Abundance Scan 3609 (24.595 min): BG059532.D\data.ms (-3602) (- | m/z 57.10 100.00%
57.1
- M/Ah
1271 2450 |
7. .
187.0 253.3 . i
b J Iy «‘w LhadOr 2033 | 39004147 487.4548: ./ 71.10  90.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212284: 4-Methylheneicosane
57.0
5000 vl i
24.50
m/z 43.15 63.95%
‘ 1270 267.0
L 190
0‘\\“\‘\“\‘\‘Hii\‘H“l\‘\\‘\“‘\‘\H‘HHH\\H‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176396: Nonadecane, 9-methyl-
57.0
T T
24.50
5000 m/z 85.10 63.75%
140.0
267.0
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59048: Dodecane, 2-methyl- A
57.0 24.50
m/z 99.05  22.26%
5000
141.0
o_ﬂ\ ‘wu“w“«mﬂ"kH‘HH‘HH_‘H_WW_WW_ EETESAA Pl
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24.677 19.30 ng/ul 1215310 Perylene-di12 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
2 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 76
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 70
4 Heneicosyl trifluoroacetate 408 C23H43F302 1000351-76-5 70
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 70

Abundance Scan 3623 (24.677 min): BG059532.D\data.ms (-3616) (- | m/z 83.10 100.00%

8’]

I T
2450 2500

196.2 260.1
ol “\%”J'”y?0323141574837, m/z 97.10  94.72%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0

5000 o ok
1.0 24.50 25.00

m/z 43.10  89.54%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0

o

24.50 25.00
5000/ 419 m/z 57.10  82.40%
153.0
ow{nu,m%,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester T T
57.0 24.50 25.00

m/z 55.10 81.97%

5000
125.0
ol ‘“|gszo 2520 398.0 ‘

m/z--> 50 100 150 200 250 300 350 400 450 500 24.50 25.00

SFAM-EPA-BG102723.MA.M Mon Oct 30 ©7:35:23 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 1,2,3,7,8,9-Hexachlorodiben... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.611 7.72 ng/ul 485932  Perylene-di12 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,7,8,9-Hexachlorodibenzo-p-... 388 C12H2C1602 019408-74-3 89
21,2,3,6,7,8-Hexachlorodibenzo-p-... 388 C12H2C1602 057653-85-7 89
3 7-Chloro-3-[3,4-dichlorophenyl]-... 390 C19H13C13N20 1010213-18-2 50
4 N-(2,3,5,6-Tetrachlorophenyl)-2,... 425 C10H2C14F7NO  1000373-25-8 47
5 1,2-dithiolo[3',4',5"':4,5]naphth... 388 C10C14S4 1000398-83-7 47

Abundance Scan 3782 (25.611 min): BG059532.D\data.ms (-3774) (+ | m/z 389.70 100.00%
389.7

5000 131.0 Jﬁ\
e

25.50 26.00
0’ m/z 391.75 89.39%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #293529: 1,2,3,7,8,9-Hexachlorodibenzo-p-dioxin
390.0
pal I e g

5000 ;
3270 5.50 26.00
264.0 m/z 387.80  57.44%

108.0 195.0
‘\ Wl ‘l HH‘ |

\\‘\\\\‘\1f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #293528: 1,2,3,6,7,8-Hexachlorodibenzo-p-dioxin

390.0 MJ\M
Aaal A ‘/\/\M‘ Pl

e
25.50 26.00

5000 m/z 131.00  43.30%
327.0

o

108.0 195.0 2610
‘\ 1 ‘| H\ iy ‘I I HH‘ Ly n‘

) SNSRI 18 P AT AEPPUT TN N SRR

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #295156: 7-Chloro-3-[3,4-dichlorophenyl]-3,4,9,10-tetrah L 7
390.0 25.50 26.00
218.0 ITI/Z 108.00 37.62%

5000

| by
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.992 15.76 ng/ul 992575  Perylene-di2 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 80
2 Tetracosane 338 C24H50 000646-31-1 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Docosane 310 C22H46 000629-97-0 80
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80

Abundance Scan 4017 (26.992 min): BG059532.D\data.ms (-4007) (+ ' m/z 57.10 100.00%

57.1
5000

‘ W 210.3268.0 354.9
ST _u‘w‘Hu‘u"_‘H“H“H‘ﬁ1§§‘u“§?§?‘ m/z 71.10  78.73%

o A
N
o

S |

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane
57.0
5000 L

hlA%l 1 197.0 267.0 337.0 4220

0‘\\‘\\’WIWW[WWWT[\!\\“W‘\\W\\\\‘1\\\[\\1\‘\[\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0
N
27.00
5000 m/z 43.10 51.40%
127.
o LD gm0 a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T
57.0 27.00

5000
11770 1970 2060

o"H‘,‘H‘_H‘_H‘_H‘_HwWm‘w_m‘w_ .
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 27.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
BGO59532.D

: 28 Oct 2023 22:45
: MA/JU
: 04925-13

: 18 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
27.145 16.60 ng/ul 1045700  Perylene-di12 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 98
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Tetracosan-10-yl acetate 396 C26H5202 1000466-24-3 91

Abundance Scan 4043 (27.145 min): BG059532.D\data.ms (-4033) (- | m/z 83.05 100.00%
8’1
- AAJ\A/M
189.2 é?bd é?%d
) 230.9289.1 4.2 : :
ol kML 0, 23092801 3642 4401 521 . 67 65  96.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0
5000 T e
27.00 27.50
125.0 m/z 57.10 86.72%
0 1] ‘( m‘ | 181.0238.0 306.0364.0
\\\‘\!1\\\\!‘\\!\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosano
57.0
5 0
27.00 27.50
5000 m/z 69.10 86.43%
125.0
co b b PSSR EETE S L ST
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1 T —
57.0 27.00 27.50
m/z 55.10 82.70%
5000
125.0
0 ‘M | ‘ \‘\ ‘\ 1\ |181 0236.0 308.0
H“_‘H"H‘_‘H“H‘_“W‘H‘_“W‘H“H‘W‘H —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 13 2-Nonacosanone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27.374 3.41 ng/ul 214896  Perylene-di2 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonacosanone 422 C29H580 017600-99-6 50
2 2-Pentadecanone 226 C15H300 002345-28-0 43
3 2-Docosanone 324 C22H440 077327-11-8 41
4 0-Isopropyl S-2-dimethylaminoeth... 239 C9H22NO2PS 162085-92-9 38
5 2-Nonadecanone 282 C19H380 000629-66-3 38
Abundance Scan 4082 (27.374 min): BG059532.D\data.ms (-4077)(- | m/z 58.10 100.00%
58.1
5000
127.1
191.0252.0 395.2
304, 4648 549, 27.00 27.50
0 m/z 59.05 92.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314319: 2-Nonacosanone
59.0
5000 422.0
27.00 27.50
m/z 71.05 90.02%
|llzro msomro se20,
0 \\\‘ \”‘\\I‘H\hl\m\\‘\\\\“u\\\\‘\\\\‘\\\\“\“\\\“\\‘\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107151: 2-Pentadecanone
58.0
= =5
27.00 27.50
5000 m/z 97.00 38.77%
168.0226.0
0 m” 'J”“'m"m"”‘HMH,"H‘mWm_m‘mwm_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229612: 2-Docosanone o T
58.0 324.0 27.00 27.50
m/z 127.10 33.67%
5000
264.0
0 J’“M““"""“m‘ ‘ WANW$MW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2700 2750
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 14 unknown-03 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
28.196 2.02 ng/ul 127485  Perylene-d12 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5'-Dibromo-2,2"'-bibenzo(b)thio... 422 C16H8Br2s2 007312-21-2 38
2 Phenol, 2,3,4,5-tetrabromo-6-met... 420 C7H4Br40 000576-55-6 30
3 Phenol, 2,3,5,6-tetrabromo-4-met... 420 C7H4Br40 037721-75-8 16
4 Phenol, 2,3,4,5-tetrabromo-6-met... 420 C7H4Br40 000576-55-6 16

5 4-Bromo-5-[4-[4-(methylthio)phen... 422 C19H23BrN202S ©20169-09-9 11

Abundance Scan 4222 (28.196 min): BG059532.D\data.ms (-4216) (-~ | m/z 86.90 100.00%

86.9
247.0 4238
5000 166.9 4937
360.9

) 28.00 28.50
0! i AA m/z 247.00  66.54%
miz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #313900: 5,5'-Dibromo-2,2'- b|benzo(b)th|ophene
24.0

%

5000
28.00 28.50

m/z 423.75 62.69%

132.0 264.0

344.0
’GQQ!\194H\I\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #313548: Phenol, 2,3,4,5-tetrabromo-6-methyl-

o

424.0
—— ot
28.00 28.50
5000\ 740 m/z 245.00  57.81%

1710, 343.0
Nl

‘u“l.H'mu N | JI u}\ m ’\ L J"\ JI\

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

Abundance #313547: Phenol, 2,3,5,6-tetrabromo-4-methyl-
424.0 28.00 28.50

m/z 248.80  54.29%

o

4

5000 343.0
75.0

263.0
HLMIMAanﬁﬁ, ' H ‘ M%MW MMM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 28.00 28.50

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 Octachlorodibenzo-p-dioxin Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

28.419 7.63 ng/ul 480319  Perylene-di12 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octachlorodibenzo-p-dioxin 456 C12C1802 003268-87-9 53
2 2,3,6-Tribromophenanthrene-9-car... 456 C15H7Br302 056988-60-4 23
3 Benzene, 1,4-bis(3-phenylindol-2... 460 C34H24N2 164936-88-3 10
4 1H-Isoindole-1,3(2H)-dione, 5,5'... 460 C28H16N205 033734-37-1 9

5 2,3,4,5,6-Pentachlorobenzyl 4-(d... 471 C18H15C15FNO2 1000332-12-8 9

Abundance Scan 4260 (28.420 min): BG059532.D\data.ms (-4252) (+ | m/z 459.65 100.00%

459.6
142.0
5000 331.8 396.7

28.50

0! m/z 457.80 71.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #327531: Octachlorodibenzo-p-dioxin
460.0
5000 A T A T T ‘ T A,‘/\V\AAM\NMA\
28.50
m/z 142.00 69.84%
142.0 230.0 332.0 395.0
o 83
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #327553: 2,3,6-Tribromophenanthrene-9-carboxylic acid
458.0 MM
(N 1Y
28.50
m/z 166.75 61.05%
5000 174.0 /
450 yesg 3340
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #329217: Benzene, 1,4-bis(3-phenylindol-2-yl)- i —
460.0 28.50

m/z 461.65 51.30%

5000

165.0 230.0

0l4301020 | | 2920 3820
20 1020 et e e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 12
R.T. EstConc Area Relative to ISTD R.T.
30.464 7.05 ng/ul 444229  Perylene-di12 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratriacontane, 2-methyl- 493 (C35H72 014167-65-8 86
2 Triacontane 422 C30H62 000638-68-6 83
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Tetracosane 338 C24H50 000646-31-1 81
Abundance Scan 4608 (30.464 min): BG059532.D\data.ms (-4591) (- | m/z 57.05 100.00%
57.0
- m
31 2070 3050
} }\HFU\H . 2r24 3846 4908 P
O bl i e ot gty TEET 0 m/z 71,10 79.95%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #336700: Tetratriacontane, 2-methyl-
57.0
5000 T
30.50
m/z 43.10 73.24%
449.0
0 ‘\ w | | 169.0225.0281.0337.0393.0 |
\\f‘\\\\‘\\\f‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #314331: Triacontane
57.0
——
30.50
5000 m/z 85.10 60.51%
0 LL J J | 1169 0225 0281.0337.0 422 0
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl- —
57.0 30.50
m/z 41.10 28.08%
- MWM
0 1} } U‘“169022502810 365.0
“w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“ o
miz--> 50 100 150 200 250 300 350 400 450 500 30.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
30.735 2.19 ng/ul 137880  Perylene-di2 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 92
2 1-Tricosene 322 C23H46 018835-32-0 86
3 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 86
4 9-Hexacosene 364 C26H52 071502-22-2 70
5 1-Heptadecene 238 C17H34 006765-39-5 70

Abundance Scan 4654 (30.734 min): BG059532.D\data.ms (-4646) (- | m/z 57.05 100.00%

57.0
5000

1532  280.9 - s
542.9 . .
"ﬂ iy ‘“ gl ‘H‘ ‘n\ by } %47 420.4

0 LML"l m/z 97.15  77.91%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #273797: 1-Hexacosene
43.0

5000 3050  31.00
‘ 1.0 : :

=

m/z 71.05 61.94%

364.0
O\H‘JHJ\"\‘.I\H\J‘\‘!‘“\“\\‘\‘OTTZHSE\OI\‘WTH‘W“\H‘HH‘HH‘HH‘\H\‘\H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #227233: 1-Tricosene
57.0

\ T

30.50 31.00
5000 m/z 43.15 60.65%

’ %5.0
322.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347735: Triacontyl heptafluorobutyrate T T
57.0 30.50 31.00

m/z 69.10 53.31%

5000
5.0

o A o e e e —— ——
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 30.50 31.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 .beta.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
31.716  38.42 ng/ul 2419820  Perylene-d12 25.682
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 92
2 .beta.-Sitosterol 414 C29H500 000083-46-5 89
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 60
4 Campesterol 400 C28H480 000474-62-4 49
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 43

Abundance Scan 4821 (31.716 min): BG059532.D\data.ms (-4803) (+ ' m/z 43.10 100.00%

I
31.50 32.00
0Ll H‘ m/z 105.05  71.38%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310596: .beta.-Sitosterol
43.0

5000 350 3200
1070 : :
‘ ‘ 414.0 m/z 107.10  63.28%
0 ‘ TTT ‘ \m ” \H L “\‘M\m\“” “\h \m\ ”H ““\h\ ‘I\ \ “\ \m\ T ‘ \ J\:B\SZ \q \Ui \‘ TTT ‘ TTTT ‘ TT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310595: .beta.-Sitosterol
43.0
R —
31.50 32.00
m/z 55.10 62.39%
5000 105.0 /
159.0 414.0
213.0
i Hl I
0‘ H ‘l‘\ H‘\‘I‘I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol — —
43.0 31.50 32.00

m/z 145.00 60.29%

0 \‘\ “ M ‘ ‘J i“m \“ “ W T ﬂ.‘..‘ | ‘ 57.0 “ MJ\WN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 31.50 32.00

SFAM-EPA-BG102723.MA.M Mon Oct 30 ©7:35:32 2023 Page: 22



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59532.D

Acqg On : 28 Oct 2023 22:45
Operator : MA/JU

Sample : 04925-13

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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|
n-Hexadecanoic ... 18.566 8.9 ng/ul 516589 4 17.738 1165760 20.0
unknown-01 19.830 2.7 ng/ul 159864 4 17.738 1165760 20.0
Pentadecafluoro... 21.633 16.6 ng/ul 932710 5 22.074 1122110 20.0
(DEL) Alkane: S... 22.903 9.2 ng/ul 514727 5 22.074 1122110 20.0
1-Hexadecanol 22.932 15.1 ng/ul 844829 5 22.074 1122110 20.0
unknown-02 23.455 2.4 ng/ul 131786 5 22.074 1122110 20.0
9-Octadecenamid... 23.684 3.8 ng/ul 211454 5 22.074 1122110 20.0
(DEL) Alkane: S... 24.595 9.0 ng/ul 564565 6 25.682 1259510 20.0
Trichloroacetic... 24.677 19.3 ng/ul 12153106 6 25.682 1259510 20.0
1,2,3,7,8,9-Hex... 25.611 7.7 ng/ul 485932 6 25.682 1259510 20.0
(DEL) Alkane: S... 26.992 15.8 ng/ul 992575 6 25.682 1259510 20.0
(DEL) Alkane: S... 27.145 16.6 ng/ul 1045700 6 25.682 1259510 20.0
2-Nonacosanone 27.374 3.4 ng/ul 214896 6 25.682 1259510 20.0
unknown-03 28.196 2.0 ng/ul 127485 6 25.682 1259510 20.0
Octachlorodiben... 28.419 7.6 ng/ul 480319 6 25.682 1259510 20.0
(DEL) Alkane: S... 30.464 7.0 ng/ul 444229 6 25.682 1259510 20.0
(DEL) Alkane: S... 30.735 2.2 ng/ul 137880 6 25.682 1259510 20.0
.beta.-Sitosterol 31.716 38.4 ng/ul 2419820 6 25.682 1259510 20.0
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