LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22826.D

Acqg On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc :

ALS Vvial : 48 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-BN111522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22826.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.175 29 32 43 rVB 16253 25830 1.09% 0.114%
2 3.617 105 107 124 rBV 79286 150394 6.33% 0.666%
3 3.846 142 146 152 rVB 7002 12215 ©.51% ©0.054%
4 3.946 159 163 168 rVB 3616 5786 ©.24% 0.026%
5 4.916 323 328 335 rBV 32728 50598 2.13% 0.224%
6 7.016 678 685 693 rBV 82348 139685 5.88% 0.619%
7 7.181 706 713 724 rBV 284889 445032 18.74% 1.971%
8 7.369 739 745 755 rBV 270855 443786 18.69% 1.966%
9 7.846 819 826 834 rBV 245025 388217 16.35% 1.720%
10 8.569 942 949 963 rBV 236898 385327 16.22% 1.707%
11  9.028 1019 1027 1035 rBV 362961 606068 25.52%  2.685%
12 9.399 1087 1090 1097 rVB2 2466 3614 0.15% 0.016%
13 9.751 1143 1150 1161 rBV 300682 504474 21.24% 2.235%
14 10.287 1234 1241 1261 rBV 414932 708179 29.82% 3.137%
15 10.663 1298 1305 1313 rBV 378999 624497 26.30% 2.766%
16 10.816 1324 1331 1344 rBV 290929 532040 22.40% 2.357%
17 12.087 1544 1547 1554 rVB5 2341 3806 ©.16% 0.017%
18 12.269 1572 1578 1584 rVB 4904 8631 ©.36% 0.038%
19 13.334 1751 1759 1763 rVB5 1530 2654 0.11% 0.012%

5.

20 13.934 1852 1861 1877 rBV 957839 1308820 55.11%

21 14.210 1901 1908 1919 rBV2 1011690 1433599 60.36%
22 14.516 1954 1960 1968 rBV 618645 863545 36.36%
23 14.739 1993 1998 2012 rBV 68500 142569  6.00%
24 15.351 2098 2102 2106 rBV3 1624 2410 0.10%

00O WwWOoOn
o))
w
N
B

25 15.510 2123 2129 2142 rBV 1252042 1832888 77.18% 119%
26 15.645 2146 2152 2164 rVV 509462 683910 28.80% 3.029%
27 15.751 2167 2170 2173 rVB2 4037 4866 0.20% ©.022%
28 16.298 2257 2263 2269 rBV 20802 31053 1.31% 0.138%
29 16.663 2323 2325 2331 rBV3 2724 4071 0.17% ©.018%
30 17.269 2422 2428 2436 rBV 741608 1015932 42.78% 4.500%
31 17.369 2439 2445 2456 rBV 1361346 1892327 79.68%  8.382%
32 17.633 2485 2490 2493 rBV3 1899 2415 ©.10% 0.011%
33 17.663 2493 2495 2502 rVB3 1648 2787 ©.12% 0.012%
34 17.939 2536 2542 2547 rBV 25356 31076  1.31% ©0.138%
35 18.033 2555 2558 2563 rBv4 2376 3696 0.16% ©0.016%
36 18.163 2575 2580 2591 rBV 91593 129708 5.46% ©.575%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22826.D

Acqg On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc :

ALS Vvial : 48 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-BN111522.M
Title : SVOA CALIBRATION
37 18.275 2593 2599 2606 rVB 194478 258288 10.88% 1.144%
38 18.516 2637 2640 2646 rBV6 5676 8071 0.34% 0.036%
39 18.675 2662 2667 2671 rBV5 5126 7261 0.31% 0.032%
40 19.116 2740 2742 2747 rBV5 3922 4223 0.18% 0.019%
41 19.233 2758 2762 2769 rBv3 18201 24225 1.02% 0.107%
42 19.310 2771 2775 2781 rBV 19457 38837 1.64% 0.172%
43 19.445 2794 2798 2811 rBV 36517 58957 2.48% 0.261%
44 19.598 2821 2824 2826 rVB3 5134 5816 ©.24% 0.026%
45 19.674 2831 2837 2847 rVV 1712682 2273867 95.74% 10.072%
46 19.751 2848 2850 2856 rVB2 8118 10965 0.46% 0.049%
47 20.645 2999 3002 3005 rBV5 7134 10169 ©0.43% 0.045%
48 21.192 3089 3095 3111 rBV 144810 339120 14.28% 1.502%
49 21.474 3138 3143 3151 rBV 903529 1102126 46.41% 4.882%
50 22.568 3326 3329 3332 rVB2 27885 33669 1.42% 0.149%
51 22.704 3348 3352 3360 rVB 108975 154274 6.50% 0.683%

52 23.115 3419 3422 3429 rVB2 53362 79934  3.37% 0.354%
53 23.715 3516 3524 3535 rVB 1184865 2374952 100.00% 10.520%
54 23.863 3543 3549 3560 rVB2 514374 1076745 45.34% 4.770%
55 24.462 3647 3651 3660 rVB2 70363 134229 5.65% ©.595%

56 25.298 3789 3793 3803 rVB3 64564 153333 6.46% ©0.679%

Sum of corrected areas: 22575566
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22826.D

Acq On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN022826.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000 9.028 10.287 4 g3

7.18869 7846 8569 9.751 0.816
200000 3.617 7.01
03175 | 33486 4.916 A 9.399
L ‘ T ‘ T T T T ‘ L ‘ LB ‘ L ’ L ‘ L ‘ L ’ T ‘ L ‘ \ L \

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 8.00 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BN022826.D\data.ms

19.674
1600000

1400000 17.369
15.510
1200000

1000000 13.9%3'210

800000 17.269

14.516

600000 15.645

400000

200000 18.275
4739 onEne
12.08269 13.334 I 15.35115.751 16.2986.663 nwmgw@ﬁlsmem 199 851

oL
L L O L L e s L L I I B B B B B (L L L L R B A

Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18. 00 18,50 19.00 19.50 20.00
Abundance TIC: BN022826.D\data.ms

o

1600000

1400000 23715

1200000
1000000 21.474
800000

3.863
600000

400000
21.192

200000 24./4\162 25.298

645
0\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22826.D

Acq On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.916 2.61 ng/ul 50598 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 43
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 328 (4.916 min): BN022826.D\data.ms (-323) (-) m/z 43.10 100.00%

3.1
5000
101.1 N e e
‘ ‘ 200.0 4.60 4.80 5.00 5.20
Ol el e 227 m/z 59.10 61.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I B L R

4.60 4.80 5.00 5.20
m/z 101.10  20.60%

15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\‘}‘\\\\"\\\\“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
Cpr by
4.60 4.80 5.00 5.20
5000 ITI/Z 58.00 15.44%
101.0
0 bttt et e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- e EEARRREESS T
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.59%
5000
101.0
Ot P80, [N N X | SR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22826.D

Acq On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.163 2.55 ng/ul 129708  Phenanthrene-di0 17.269
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
Abundance Scan 2580 (18.163 min): BN022826.D\data.ms (-2575) (- m/z 73.00 100.00%
73.0
43.0
5000
129.1
213.1 T T
‘ 1711 ‘ 256.3 18.00 18.50
ol Al b o 11 U S m/z 60.10  79.09%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 U
129.0 18.00 18.50
213.0 m/z 57.10 70.60%
i, 10
01‘4‘0 ‘\ ‘“ Il M\ N ‘\ \hh‘\ HM‘\H\ \\ ‘ b “‘u\‘ A h‘ . “‘ N
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
A“A‘ ‘ ey
18.00 18.50
5000 256.0 m/z 43.05 70.14%
129.0
213.0
Ll fte
0— “‘ M‘M H!‘ H‘ M‘H \u‘\ gl ‘ ‘ “m‘ i ‘\‘
m/z--> 50 100 150 200 250 ,/\
Abundance #143510: n-Hexadecanoic acid Falo) T
60.0 18.00 18.50
m/z 55.10 64.82%
5000 129.0
97.0 1710 2130 256.0
oL ‘M‘H‘H U!‘ Al ‘\ Hh”\ u‘\ i ‘ ‘ ‘ A \‘ “‘ - “\‘ ‘/\ ‘/\‘ e
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22826.D

Acq On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 Bromacil Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.275 5.08 ng/ul 258288  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bromacil 260 C9H13BrN202 000314-40-9 91
2 Bromacil 260 C9H13BrN202 000314-40-9 83
3 Bromacil 260 C9H13BrN202 000314-40-9 81
4 2,4,6-Trichlorobenzonitrile 205 C7H2C13N 006575-05-9 50
5 5-Acetamido-2,4-dichlorobenzoic ... 247 C9H7C12NO3 050602-49-8 42
Abundance Scan 2599 (18.275 min): BN022826.D\data.ms (-2593) (- m/z 205.00 100.00%
205.0
5000|421 A
119.9 1640 18.00 18.50
84.0 ‘
[ ‘J‘:‘M‘l‘ wl‘mml“m:M‘“H“hlm,‘”wH_ﬁﬁ?_%ﬁ‘,lu‘ m/z 207.00  93.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #148710: Bromacil
205.0
5000
42.0 18 00 18 50
m/z 42.10 39.48%
84.0 120.0
O\\\‘\m\\“‘HMH"\H‘H’\\H‘HH}‘HU\‘HH“MHW\HH \‘1\\‘\\%‘\“\\\}\\\\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #148708: Bromacil
205.0
—
18 00 18.50
5000 41.0 m/z 70.00 22.02%
|| oo 200
olbr bl wm,umwl“” "HW‘,"H_Mwwmm,”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #148709: Bromacil . ‘A‘ T
207.0 18.00 18.50
2410 m/z 206.00 19.01%
5000
‘ 840 1200 1620 262.0
om_m‘HW,JH‘,‘m‘HHUH‘w‘Hw\”!m,‘UH‘!MHWWW,H — —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22826.D

Acq On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.192 6.15 ng/ul 339120  Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 n-Nonadecanol-1 284 (C19H400 001454-84-8 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94

Abundance Scan 3095 (21.192 min): BN022826.D\data.ms (-3089) (- m/z 57.10 100.00%
57.1

D
5000 111.1 L

=
207.0 21.00 21.50

1. . .
omwu‘J"!‘M"‘u‘f}?mq‘“HH‘Zfsg‘q‘?z‘?'p_m“‘l‘?g‘ m/z 55.10 98.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0
5000 T

=
21.00 21.50
m/z 83.10  95.83%

29. ]{39.0
0 \‘h “\ Ty “ ‘H\\”‘\ h “h\ Ay ]\.9\6‘9\ T \2\89\0‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #179255: n-Nonadecanol-1
43.0

97.0 N
21.00 21.50
5000 m/z 43.18  93.64%

‘ | ‘154.0 238.0
YRS ¥ 6 ¥ b N i —
miz--> 50 100 150 200 250 300 350 400

Abundance #179253: n-Nonadecanol-1 T
83.0 21.00 21.50
m/z 69.05 87.74%

5000
29. 39.0
0 \h l‘\ I | “L ?\\L‘ 1} .u 238.0

= .-
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22826.D

Acq On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.704 2.87 ng/ul 154274  Perylene-d12 23.863
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 975581-03-2 87
3 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 64
Abundance Scan 3352 (22.704 min): BN022826.D\data.ms (-3348) (- m/z 69.05 100.00%
69.0
5000 J\\
— —
‘ 137.1 208.1 22.50 23.00
ot by Ly 031 2811 3410 429 ... g1 05  52.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 = =S
22.50 23.00
m/z 41.10 26.19%
137.0
obobidid gk, 1910 2730 3410 4100
\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosaf
69.0
= —
22.50 23.00
5000 m/z 95.10 14.16%
121.0
CLLiLLL],, 2050 2730 3420
R R v Nt v .
m/z--> 50 100 150 200 250 300 350 400
Abundance  #198763: (.+/-.)-Lavandulol, pentafluoropropionate = —
69.0 22.50 23.00
119.0 m/z 68.05 13.68%
5000
205.
olsquld il =2 s P, el s,
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22826.D

Acq On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.462 2.49 ng/ul 134229  Perylene-di12 23.863
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heneicosane 296 C21H44 000629-94-7 93
3 Tetracosane, 1l-iodo- 464 C24H491I 1000406-32-0 83
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 83
5 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 83

Abundance Scan 3651 (24.462 min): BN022826.D\data.ms (-3647) (- m/z 57.10 100.00%
57.1

%

5000
13.1 207.1 24.50
281.1
o_HJp J “]1“‘1“"‘ it 2OEE 3091 420.1 4890 g1 10 67.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 U f
24.50
m/z 43.10 58.35%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194588: Heneicosane
57.0
——
24.50
5000 m/z 85.10 52.68%

-

0“H“ R B R R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #330025: Tetracosane, 1-iodo-
57.0 24.50
m/z 55.10 25.39%
5000

LT 1690 22510 g1 0 3970

o_‘HwwmWHwwmwmw_ww
miz—> 0 50 100 150 200 250 300 350 400 450 24.50

%
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN112122\

Data File : BN©22826.D

Acq On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc

ALS Vial : 48 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
25.298 2.85 ng/ul 153333 Perylene-d12 23.863
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Hentriacontane 437 C31He4 000630-04-6 90
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 3793 (25.298 min): BN022826.D\data.ms (-3789) (- m/z 57.10 100.00%
57.1
2500 2550
7.1 : :
225.2 355.1 4
o‘H‘},‘J‘J‘ﬂhJ‘ww_m_HWHwH““3‘99““”“_””‘ m/z 71.10  66.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 sass e
25.00 25.50
m/z 43.10  53.38%
ob | o 197.0267.0337.0407.0 491.0562.0
‘HH’HH‘HH‘\H! WHT[HT\‘W\HWHH HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
—— —
25.00 25.50
5000 m/z 85.10 48.96%
ol L ||127.0197.0 281.0  394.0
_‘H,HH‘HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane T TG
57.0 25.00 25.50
m/z 55.05 23.82%
B JA«/\M
oL IPT0197.0267.0 3510 4360
‘H‘wu‘wH‘w‘Hw‘Hw‘HW‘H‘_H‘_H‘_‘H_‘H_‘H‘H‘ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.00 25.50

10

SFAM-EPA-BN111522.M Wed Nov 23 15:40:44 2022 Page:



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22826.D

Acqg On : 22 Nov 2022 16:00
Operator : CG/JU

Sample : N5593-08

Misc

ALS Vvial : 48 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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-... 4.916 2.6 ng/ul 50598 1 7.846 388217 20.0
n-Hexadecanoic ... 18.163 2.5 ng/ul 129708 4 17.269 1015930 20.0
Bromacil 18.275 5.1 ng/ul 258288 4 17.269 1015930 20.0
Behenic alcohol 21.192 6.2 ng/ul 339120 5 21.474 1102130 20.0
Supraene 22.704 2.9 ng/ul 154274 6 23.863 1076750 20.0
(DEL) Alkane: S... 24.462 2.5 ng/ul 134229 6 23.863 1076750 20.0
(DEL) Alkane: S... 25.298 2.9 ng/ul 153333 6 23.863 1076750 20.0
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