LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\

Data File : BN@23259.D

Acqg On : 17 Dec 2022 02:58

Operator : CG/JU

Sample : N5925-18

Misc :

ALS Vvial : 26 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
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acqg On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc :

ALS Vvial : 26 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_ N\Methods\SFAM-EPA-BN121522.M
Title : SVOA CALIBRATION
37 14.057 1855 1865 1873 rVV 2934701 4006646 53.22% 4.009%
38 14.128 1873 1877 1881 rVB3 24285 34162 ©0.45% 0.034%
39 14.175 1881 1885 1888 rBV6 13174 21403 0.28% 0.021%
40 14.346 1907 1914 1932 rVB 3052413 4415418 58.65% 4.418%
41 14.540 1943 1947 1953 rVB2 34263 46988 0.62% 0.047%
42 14.651 1953 1966 1973 rBV 2654258 3903420 51.85% 3.906%
43 14.840 1990 1998 2013 rBV 1395256 2049334 27.22% 2.051%
44 14.993 2019 2024 2029 rBV 71485 105744 1.40% 0.106%
45 15.057 2029 2035 2040 rVW4 68790 124876 1.66% 0.125%
46 15.434 2093 2099 2103 rBV7 20008 34735 0.46% 0.035%
47 15.493 2105 2109 2115 rVB 30279 39139 ©0.52% 0.039%
48 15.640 2127 2134 2140 rBV 4222935 5864905 77.91% 5.869%
49 15.687 2140 2142 2147 rVB3 22564 28363 0.38% 0.028%
50 15.751 2147 2153 2163 rBV 1333902 1771280 23.53% 1.772%
51 15.881 2171 2175 2184 rVB5 27340 60456 ©0.80% ©0.060%
52 15.963 2185 2189 2191 rBV3 22860 29706 0.39% 0.030%
53 16.004 2191 2196 2201 rVB 264853 353978 4.70%  0.354%
54 16.134 2214 2218 2225 rVB2 26142 47116 0.63% 0.047%
55 16.210 2227 2231 2237 rVB7 14426 24413 0.32% 0.024%
56 16.334 2247 2252 2257 rVWV2 59118 131473 1.75% 0.132%
57 16.375 2257 2259 2264 rWV 57245 74916 1.00% ©.075%
58 16.787 2326 2329 2335 rVB7 15620 26868 ©0.36% 0.027%
59 16.934 2350 2354 2357 rBV2 20271 31291 0.42% 0.031%
60 17.045 2369 2373 2376 rBV4 19293 27850 0.37% 0.028%
61 17.145 2384 2390 2395 rBV3 46648 85213 1.13% ©.085%
62 17.287 2410 2414 2416 rBv4 24014 31268 0.42% 0.031%
63 17.398 2426 2433 2438 rVV 3513982 4979693 66.15% 4.983%
64 17.434 2438 2439 2443 rW 98806 113368 1.51% 0.113%
65 17.498 2443 2450 2458 rVV 4187371 6094631 80.96% 6.099%
66 17.557 2458 2460 2461 rVV2 22611 20603 0.27% 0.021%
67 17.587 2461 2465 2475 rVB2 104945 166329 2.21% 0.166%
68 17.887 2513 2516 2520 rVB 29556 32727 ©0.43% 0.033%
69 18.010 2533 2537 2542 rBV3 37882 56048 0.74% 0.056%
70 18.169 2559 2564 2570 rBV7 29744 59442 0.79% 0.059%
71 18.228 2570 2574 2578 rBV3 47525 70389 0.94% 0.070%
72 18.292 2579 2585 2594 rBV 1156194 1708162 22.69% 1.709%
73 18.581 2630 2634 2637 rBV2 43297 60739 0.81% 0.061%
74 18.622 2639 2641 2648 rVB5 31309 47337 0.63% 0.047%
75 18.716 2653 2657 2662 rBV 53701 65403 0.87% 0.065%
76 18.775 2663 2667 2671 rVB4 37111 46813 0.62% 0.047%

SFAM-EPA-BN121522.M Mon Dec 19 11:53:17 2022 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acqg On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc :

ALS Vvial : 26 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_ N\Methods\SFAM-EPA-BN121522.M

Title : SVOA CALIBRATION

77 18.957 2695 2698 2701 rBv4 13133 20984 0.28% 0.021%
78 19.186 2734 2737 2739 rBV 43379 56291 ©0.75% 0.056%
79 19.210 2739 2741 2750 rVB 53453 72411 0.96% 0.072%
80 19.351 2761 2765 2771 rVB 69003 96658 1.28% 0.097%
81 19.416 2772 2776 2779 rBV2 152249 222748 2.96% 0.223%
82 19.451 2779 2782 2792 rVB 185289 330902 4.40% 0.331%
83 19.563 2797 2801 2815 rBV 533470 804158 10.68%  ©0.805%
84 19.786 2833 2839 2850 rBV 5550305 7528005 100.00%  7.533%
85 20.016 2875 2878 2882 rVB 53217 56017 ©.74% 0.056%
86 20.292 2922 2925 2927 rBv2 48009 58761 0.78% 0.059%
87 20.322 2928 2930 2937 rVB 119191 127122 1.69% 0.127%
88 20.816 3010 3014 3018 rBV 147497 208529 2.77% 0.209%
89 21.280 3089 3093 3113 rVB 1990384 2967648 39.42% 2.970%
90 21.580 3139 3144 3149 rBV2 4102589 5622479 74.69% 5.626%
91 21.733 3167 3170 3178 rVB 174454 221973  2.95% 0.222%
92 22.198 3246 3249 3251 rBV2 255625 334983 4.45% 0.335%
93 22.710 3333 3336 3342 rVB2 199330 257884  3.43% 0.258%
94 23.274 3427 3432 3437 rBV 861598 1385990 18.41% 1.387%
95 23.874 3527 3534 3550 rVB2 3041048 6737363 89.50% 6.742%
96 24.039 3554 3562 3569 rVV2 2396804 4864341 64.62% 4.867%
97 24.551 3642 3649 3660 rVB2 3369001 7215841 95.85% 7.220%
98 24.663 3662 3668 3677 rVB 630319 1331788 17.69% 1.333%
99 24.839 3693 3698 3711 rVB6 463145 1074589 14.27% 1.075%
100 26.557 3983 3990 4005 rVB2 683586 2083650 27.68%  2.085%

Sum of corrected areas: 99935512
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 17 Dec 2022 02:58
: CG/JU
: N5925-18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
BN©23259.D

: 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN023259.D\data.ms
5000000
4000000
3000000
2000000
6711 10.43410-816
9.169
1000000 71?%%2522 7.999 9.893 957
L346 33\%& 5.070 L
O\\\‘\\\\\47\\‘\\\\’/\\\\\‘\\\\‘\\\6\.?]\_1\\6\.9‘6\\7\\616\ \\\\8?8‘\\\9’5\8\7\\’0\22\\\‘\\\\‘3\]\.1\3\5‘2\6@‘E
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 800 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN023259.D\data.ms
19.786
5000000
15.640 17.498
4000000
17.398
14.087-346
3000000 14.651
2000000
4.840 1b.751 18.292
1000000 l
16.004 I E~J
0 121%@45693133199:3 4693 45 3 BOSIBAE716 TBITUY 84H 0082
A e e e A ““ : T T T T T T T
Time--> 12.00 1250 13.00 1350 14.00 1450 1500 1550 1600 1650 1700 1750 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN023259.D\data.ms
5000000
21.580
4000000 24,551
23.874
3000000 4.039
21.280
2000000
23.274
2 .g% 26.557
1000000 22.198 22.710 739
733 °% : I\
20.816 KAVMJLMJ VA 2 Y | SR A UV, Y A O, NN AU
O\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acq On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T.
5.070 4.02 ng/ul 327340  1,4-Dichlorobenzene-d4 7.999

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
Abundance Scan 337 (5.070 min): BN023259.D\data.ms (-331) (-) m/z 43.00 100.00%
43.0
5000
101.0 T T
| 730 ‘ 4.80 5.00 5.20 5.40
Ol et S5 1280 1628 2089 /7 59.ee  56.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L N B L BN L
4.80 5.00 5.20 5.40
m/z 101.00 21.82%
101.0
O\\\\‘\m‘\\“”i\\‘}‘\\\\"\\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A AEaEEEE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.52%
101.0
V] R i £ M S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl- R e N RN L
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.30%
5000
15.0 ‘ 101.0
om‘w‘w‘u\“m:_m,mm‘“m_m_m,uu_m_m SNt
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acq On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.292 6.86 ng/ul 1708160  Phenanthrene-d10 17.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 95
Abundance Scan 2585 (18.292 min): BN023259.D\data.ms (-2579) (- m/z 73.00 100.00%
5000 128.9 L
213.2 — ==
H‘ ‘ 171 1 ‘ 256 1 18.00 18.50
ol 351 ALL “““ ks | LL L L 3410 /7 60.00  81.27%
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 e —
213.0 18.00 18.50
m/z 43.00 81.03%
29, ‘ 171. ‘
0! ”}“H\HM ‘\“‘ T \ it \ T \ T ‘\ LA I e
miz--> 50 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add
— —
18.00 18.50
5000 129.0 m/Z 41.00 65.41%
H 171.0 213.0 256.0
o) m— ‘ H‘ﬂh”\ H‘\ ] \ ‘ “‘ \“\‘\H‘LHH"H“‘
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid T T
43. 256.0 18.00 18.50
m/z 57.05 64.60%
5000
129.0
3.0 , 2130
[ - I \“M‘ \\MH\ uu‘hm ! “ “ “‘u\ “\‘ b “‘ e ‘/} = =
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acq On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.563 2.86 ng/ul 804158  Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 99
4 Octadecanoic acid 284 (C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2801 (19.563 min): BN023259.D\data.ms (-2797) (- m/z 73.00 100.00%
73.0
5000 129.0 L
185.1 241.2 S :
ilool ]
ob—4, u“‘u“h‘ il Aokl L 1,2860 3409 4290 .0 43 05 92.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 = :
129.0 1950
185.0 284.0 m/z 60.00 80.26%
299 il T |
O' ‘“““‘Mm\“‘\\\\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
=7 T
19.50
129.0
5000/ 28.0 284.0 m/z 57.00 72.87%
185.0
0 ‘\. ‘\MJ y‘ﬂw““‘w““‘w
m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid T ‘
43.0 19.50
m/z 55.00 66.03%
5000 129.0
‘ 185.0 284.0
oL LAl M @0 [
m/z--> 50 100 150 200 250 300 350 400 19.50

SFAM-EPA-BN121522.M Mon Dec 19 11:53:20 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acq On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 E-14-Hexadecenal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.280 10.56 ng/ul 2967650  Chrysene-d12 21.580
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 95
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 3093 (21.280 min): BN023259.D\data.ms (-3089) (- m/z 57.00 100.00%
57.0
- LA
l 5 1 J\‘\ ‘ T T ‘ T
( } } 1821 2810 21.00 21.50
obdhbllily 1821 2810 3550 429.14901549. ./, 43,05 90.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121278: E-14-Hexadecena
43.0
5000 e —
21.00 21.50
L0 m/z 83.05 86.20%
L1 gsso 0
TTT ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0
— —
21.00 21.50
5000 m/z 55.00 79.11%
o 11259550 2520
R R A B A ma e o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester —= ——
57.0 21.00 21.50
m/z 69.00 74.82%
5000
r 5.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acq On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.275 5.70 ng/ul 1385990  Perylene-di12 24.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
Abundance Scan 3432 (23.274 min): BN023259.D\data.ms (-3427) (- | m/z 57.05 100.00%
57.0
5000 A
‘ ‘ 271 252.1 23.00 23.50
bty ‘J‘ [l Apal | 809236004200 4911549 /7 71 65 75.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141070: Heptadecane, 8-methyl-
57.0
5000 —— ——
23.00 23.50
126.0 m/z 43.00  65.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
23 00 23 50
5000 m/z 85.05 54.71%
oL LLLLT0 197.0 2670 3650
‘H“‘H“‘ R ARE R E L e AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- = e
57.0 23.00 23.50
m/z 55.00 23.80%
5000 MJ\A\/
1 239.0
296.0
0+ _{HLf%ﬁhm‘_‘u‘u“_‘u‘u‘W‘H‘_‘H‘H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23 00 23 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acq On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Methyl 1-pyreneethanoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.551  29.67 ng/ul 7215840  Perylene-d12 24.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 1-pyreneethanoate 274 C19H1402 073654-19-0 52
2 1-Pyrenebutanoic acid 288 (C20H1602 003443-45-6 25
3 2-Cyano-3-(-3-nitrophenyl)-but-2... 260 C13H12N204 014442-35-4 25
4 Indanidine 215 C11H13N5 085392-79-6 15
5 4-(1H-Indol-3-yl)-1,3-thiazol-2-... 215 C11H9N3S 022258-56-6 15
Abundance Scan 3649 (24.551 min): BN023259.D\data.ms (-3642) (- m/z 215.15 100.00%
69.0 215.2
5000 45.0
LN T
| “& | ' 2450
ol L 4821549 m/z 69.05 96.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166311: Methyl 1-pyreneethanoate
215.0
5000 274.0 ‘24de |
m/z 55.00 76.76%
29.0 107.0 L
‘\\\\‘\\\\’\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184259: 1-Pyrenebutanoic acid
215.0
N \
24.50
5000 m/z 105.00 76.23%
288.0
b 80 Al L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147760: 2-Cyano-3-(-3-nitrophenyl)-but-2-enoic acid, et I
215.0 24.50
m/z 255.15  73.55%
5000
29.0 140.0
O‘J“Jm"“ﬂh“y"h““ 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Data Path : zZ

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\

Data File : BN©23259.D
Acq On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N
Misc

5925-18

ALS Vial : 26 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
24.663  5.48 ng/ul 133179 perylene-di2 24.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 CooHa2 000112-95-8 97

2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90

Abundance Scan 3668 (24.663 min): BN023259.D\data.ms (-3662) (- m/z 57.05 100.00%

57.0
5000

= =
24.50 25.00

H %7.1 207.0
ol ] 281085134171 4800 n/z 71,05 74.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176384: Eicosane
57.0
5000 i s
24.50 25.00

m/z 43.05 59.87%

7.0
‘\\“\‘\’\LJ\E‘EL!‘I\%%TF(\)H‘2\\83"0\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #132769: 2-Bromo dodecane
57.0

T ]
24.50 25.00

o

5000 m/z 85.10 54.97%
169.0
0\”W!lhkh”WL”W?ﬂ%Q‘W”‘W”W‘”W‘”W””\””W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane = ==
57.0 24.50 25.00

m/z 55.00  23.37%

- JLM
(1] 1279197.0 267.0337.0407.0 491.0562.0

O Hy r H e e e e e e T T = T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acq On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzenamine, N,N-dimethyl-4... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.839 4.42 ng/ul 1074590  Perylene-d12 24.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, N,N-dimethyl-4-[2-(... 274 C19H18N2 000897-55-2 53
2 9,19-Cyclolanost-25-en-3-0l1, 24-... 440 C31H520 000511-61-5 42
3 Estr-5(10)-en-3-one, 17.beta.-hy... 274 C18H2602 001089-78-7 38
4 Benzeneacetonitrile, .alpha.-(1,... 274 C17H1ON202 1000337-29-1 38
5 Androstan-17-one, (5.alpha.)- 274 C19H300 000963-74-6 25
Abundance Scan 3698 (24.839 min): BN023259.D\data.ms (-3693) (- m/z 69.00 100.00%
69.0 274.1
215/1
5000 4253
- =
24.50 25.00
ol 4 4901549, n/z 105.00 90.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166336: Benzenamine, N,N-dimethyl-4-[2-(4-quinolinyl)e
274.0
5000 — —
24.50 25.00
m/z 55.00 89.90%
“2.0 101.0 202.0
O \‘\‘L“\‘\“\I\‘I\'}‘“\‘“\ ‘\\\‘\‘\l"h\"\‘l\\“‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322350: 9,19-Cyclolanost-25-en-3-ol, 24-methyl-, (3.bet
69.0
T T
24.50 25.00
m/z 274.10 87.37%
5000 175.0 4076 /
{ 300.0
TP | T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 /\
Abundance #166284: Estr-5(10)-en-3-one, 17.beta.-hydroxy- — =
274.0 24.50 25.00
m/z 95.05 77.33%
5000 215.0
91.0 |
ok ‘hh‘\n‘d‘ H‘L ‘hlM\ml\A\\‘JNI“”‘IH\‘M‘ J‘Ill‘l‘ L “n‘h‘ R S RRRRRE o ==
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acq On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.557 8.57 ng/ul 2083650  Perylene-di12 24.039
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3990 (26.557 min): BN023259.D\data.ms (-3983) (| | m/z 57.05 100.00%
57.0
- ¢
2650 |
127.1  207.0 :
ok, ’* « ”"ﬁ bk 276:1 340.9400.3462.0  549. /7 71 05  79.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 —
26.50
m/z 43.00 62.71%
O \I'\ \‘\”‘J-\F\“\\‘“\‘\]_\Q\T\O\\ %6\?\(\)‘\\\ﬁs\?\o\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
U [
26.50
5000 m/z 85.10 55.98%
‘Hw‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘HH,H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane T
57.0 26.50
m/z 55.00 24.92%
- L/\_A/L
ob Ll || A27.0 1970 281.0 394.0
‘H‘_‘H‘HH‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_H‘_‘H“ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121622\
Data File : BN@23259.D

Acqg On : 17 Dec 2022 02:58
Operator : CG/JU

Sample : N5925-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN121522.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|
2-Pentanone, 4-... 5.070 4.0 ng/ul 327340 1 7.999 1629300 20.0
n-Hexadecanoic ... 18.292 6.9 ng/ul 1708160 4 17.398 4979690 20.0
Octadecanoic acid  19.563 2.9 ng/ul 804158 5 21.580 5622480 20.0
E-14-Hexadecenal 21.280 10.6 ng/ul 2967650 5 21.580 5622480 20.0
(DEL) Alkane: S... 23.275 5.7 ng/ul 1385990 6 24.039 4864340 20.0
Methyl 1-pyrene... 24.551 29.7 ng/ul 7215840 6 24.039 4864340 20.0
(DEL) Alkane: S... 24.663 5.5 ng/ul 1331790 6 24.039 4864340 20.0
Benzenamine, N,... 24.839 4.4 ng/ul 1074590 6 24.039 4864340 20.0
(DEL) Alkane: S... 26.557 8.6 ng/ul 2083650 6 24.039 4864340 20.0
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