LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@20321\
Data File : BN@13555.D

Acqg On : 03 Feb 2021 14:21
Operator : CG/JU

Sample : M1299-01

Misc :

ALS vial : 7 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\SOM-EPA-BN©12921MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@13555.D

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

# min  scan scan scan TY height area % max. total
1 3.158 8 12 21 rVB 70331 94992 1.20% 0.133%
2 3.775 113 117 120 rVB4 8824 12088 0.15% 0.017%
3 3.863 128 132 137 rVB 17798 23956 0.30% 0.034%
4 4.075 163 168 173 rVB8 5607 10345 ©0.13% 0.014%
5 4.469 231 235 240 rVB6 4158 8461 0.11% 0.012%
6 6.734 614 620 631 rVB2 274312 478379 6.05% 0.670%
7 6.904 642 649 663 rBV 891169 1392179 17.60%  1.948%
8 7.093 675 681 689 rBV 1030647 1578929 19.96%  2.210%
9 7.557 752 760 768 rBV 1043122 1597102 20.18% 2.235%
10 7.622 768 771 775 rVB4 6629 8228 0.10% 0.012%
11 8.251 871 878 887 rBV 741338 1178568 14.90% 1.650%
12 8.699 946 954 967 rBV 1070051 1721985 21.76% 2.410%
13 9.151 1024 1031 1038 rVB2 18932 28704 0.36% 0.040%
14 9.410 1068 1075 1085 rBV 846297 1382102 17.47% 1.934%
15 9.940 1157 1165 1177 rBV 1339502 2190435 27.68%  3.066%
16 10.316 1222 1229 1242 rBV 1417520 2376485 30.04% 3.326%
17 10.457 1246 1253 1259 rBV 82093 143440 1.81% 0.201%
18 11.769 1471 1476 1481 rVB4 9846 15235 ©0.19% 0.021%
19 11.910 1494 1500 1506 rVB 26632 38507 0.49% 0.054%
20 11.963 1506 1509 1514 rBV3 11987 19351 0.24% 0.027%
21 12.598 1612 1617 1620 rBV5S 4813 7959 0.10% 0.011%
22 12.804 1648 1652 1655 rBv4 7055 10733 0.14% 0.015%
23 13.034 1687 1691 1695 rBV 33146 41806 ©.53% 0.059%
24 13.157 1709 1712 1717 rBV5 6316 8880 0.11% 0.012%
25 13.610 1782 1789 1794 rBV 2621470 3560223 45.00%  4.983%

26 13.651 1794 1796 1802 rVB 157101 199524  2.52%
27 13.881 1828 1835 1847 rBV 3123889 4460758 56.38%
28 14.122 1871 1876 1880 rVB5 13050 19761  0.25%
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29 14.192 1880 1888 1895 rBV 2183043 3161641 39.96% 425%
30 14.392 1916 1922 1931 rBV 236716 336508 4.25% 471%
31 14.634 1958 1963 1968 rBV5 9225 16209 ©0.20% 0.023%
32 14.739 1977 1981 1988 rBV6 4045 10326 0.13% 0.014%
33 15.081 2034 2039 2044 rVB5 9940 13739 0.17% 0.019%
34 15.192 2051 2058 2066 rBV 3907120 5566977 70.36% 7.791%
35 15.310 2072 2078 2090 rBV 1229483 1606645 20.31%  2.249%

36 15.433 2094 2099 2103 rVV 47844 65821 0.83%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@20321\
Data File : BN@13555.D

Acqg On : 03 Feb 2021 14:21
Operator : CG/JU

Sample : M1299-01

Misc :

ALS vial : 7 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\SOM-EPA-BN012921MA.M
Title : SVOA CALIBRATION
37 15.980 2187 2192 2198 rVB2 21806 33345 0.42% 0.047%
38 16.198 2224 2229 2234 rBV 28743 39660 ©.50% 0.056%
39 16.351 2251 2255 2260 rBV5 12065 20634 0.26% 0.029%
40 16.457 2269 2273 2277 rBv4 11760 16091 0.20% 0.023%
41 16.733 2315 2320 2323 rBV5 15407 24571 0.31% ©0.034%
42 16.945 2349 2356 2363 rBV 2493071 3576421 45.20% 5.006%
43 17.039 2363 2372 2382 rBV 4589819 6582760 83.20% 9.213%
44 17.192 2395 2398 2402 rVB6 9430 14376 ©.18% ©0.020%
45 17.333 2417 2422 2428 rBV5 13310 22754 ©.29% 0.032%
46 17.627 2468 2472 2477 rBV7 4189 9516 ©0.12% 0.013%
47 17.863 2507 2512 2519 rBV = 232822 346965 4.39%  0.486%
48 18.574 2629 2633 2637 rVB6 20015 20258 0.26% ©0.028%
49 18.910 2686 2690 2694 rBV7 6192 9589 0.12% 0.013%
50 18.980 2694 2702 2704 rBV2 60042 94534  1.19% 0.132%
51 19.033 2709 2711 2716 rVB6 14345 17614 ©.22% ©0.025%
52 19.151 2727 2731 2739 rBV 156443 236425 2.99% 0.331%
53 19.233 2741 2745 2749 rVB 50116 67603 0.85% ©.095%
54 19.345 2758 2764 2770 rBV2 5730384 7534577 95.23% 10.545%
55 19.421 2774 2777 2780 rBv4 18958 18380 ©.23% 0.026%
56 19.927 2859 2863 2866 rBV 34777 37817 ©.48% 0.053%
57 20.292 2923 2925 2930 rVB4 25469 30968 ©.39% 0.043%
58 20.427 2945 2948 2952 rVB2 52311 56626 ©.72% ©.079%
59 20.880 3021 3025 3033 rBV2 258216 460336 5.82% 0.644%
60 21.145 3065 3070 3076 rBV 3298222 4050553 51.19% 5.669%
61 21.327 3098 3101 3106 rBV 111131 126382 1.60% ©.177%
62 21.751 3170 3173 3181 rBV 137273 176223 2.23% 0.247%
63 22.198 3246 3249 3254 rVB 185036 222383 2.81% ©0.311%
64 22.321 3267 3270 3277 rVB2 107980 152899 1.93% 0.214%
65 22.686 3329 3332 3339 rVB 258082 347274 4.39%  ©.486%
66 23.180 3408 3416 3422 rBV 4396519 7912322 100.00% 11.074%
67 23.233 3422 3425 3431 rVV 343437 550686 6.96% ©.771%
68 23.315 3432 3439 3447 rVB2 2284798 4237738 53.56% 5.931%
69 23.857 3526 3531 3539 rVB 295010 516907 6.53% 0.723%
70 24.568 3647 3652 3661 rVB 249946 497330 6.29% 0.696%

Sum of corrected areas: 71449498
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 03 Feb 2021 14:21
: CG/JU
: M1299-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20321\
BNO13555.D

: 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN©12921MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20321\
Data File : BN@13555.D

Acq On : 03 Feb 2021 14:21
Operator : CG/JU

Sample : M1299-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN©12921MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.880 2.27 ng/ul 460336  Chrysene-di12 21.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91

Abundance Scan 3025 (20.880 min): BN013555.D\data.ms (-3021) (-  m/z 57.05 100.00%
57.0
1F5'1 — ——
20.50 21.00
207.0
- ..‘M... pevioh i 2004 SRTLLAIDO . m/z 43.10  80.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 — ——
20.50 21.00
‘ %50 m/z 55.00 71.08%
O \\“\ ‘\‘\\f“\\\}\‘!’l\l\B?\(‘)WZ\?\S‘C\)\\\‘\\\\‘\\\\‘\4\:’14\‘()\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55.0
— ——
20.50 21.00
5000 111.0 m/z 83.05 62.84%
N2 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate “ —
57.0 20.50 21.00
m/z 69.05 56.00%
5000
125.0
0 ML ApLOzeo 3220 st Tt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20321\
Data File : BN@13555.D

Acq On : 03 Feb 2021 14:21
Operator : CG/JU

Sample : M1299-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN©12921MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.230 2.60 ng/ul 550686  Perylene-di2 23.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 3425 (23.233 min): BN013555.D\data.ms (-3422) (- m/z 57.10 100.00%
57.1

-

5000
—— —
‘ 271 295.2 23.00 23.50
Ol MLy 2225 82804009 47625491 mjz 71.10  67.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 — ——
23.00 23.50
m/z 43.10 55.74%
o lirmao_aeno
‘HH‘\\H‘HH‘\\H’HH‘\\H‘W\\\‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
—— —
23.00 23.50
5000 m/z 85.10 49.,70%

or L1 1#70197.0 2810 3940
AL 90 2810 s40

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane 7 7

57.0 23.00 23.50

m/z 55.00  25.21%
- MWMWWWWWNJ\MMMWMwﬂWW
o JHHlﬂﬁ;wozmosw04wo 491.0 562.0
P N e —r —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20321\
Data File : BN@13555.D

Acq On : 03 Feb 2021 14:21
Operator : CG/JU

Sample : M1299-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN©12921MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.860 2.44 ng/ul 516907 Perylene-di2 23.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Pentadecane, 8,8-diheptyl- 408 C29H60 055268-72-9 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3531 (23.857 min): BN013555.D\data.ms (-3526) (-  m/z 57.10 100.00%
57.1

2% L
23‘56 ‘24‘00‘
127.1 207.0 : :
o ‘“ M Ll 2689 3372 40104611 8491 /7 71.e5  58.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0
5000 — —
23.50 24.00
m/z 43.05 54.61%
ol L2270 1970 281.0 3940
\\1\‘\T\\‘\1\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
57.0
— ——
23.50 24.00
5000 m/z 85.10 44.23%
0 ‘\ ‘ || 1770 197.0 267.0 338.0
H‘WH‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane “ —
57.0 23.50 24.00
m/z 55.05 20.64%
o WWMWVMMWM/\AMWNNﬂWMw
127.0
ol LT a0 260 seso
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20321\
Data File : BN@13555.D

Acq On : 03 Feb 2021 14:21
Operator : CG/JU

Sample : M1299-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0©12921MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.570 2.35 ng/ul 497330  Perylene-di2 23.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 1-TIodoundecane 282 C11H23I 004282-44-4 80
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 3652 (24.568 min): BN013555.D\data.ms (-3647) (-  m/z 57.10 100.00%
1

57
5000
113.1 24%6
ﬂ' 197.2 281.1 | ’
obr kbl 1972 2811342.6390.1 4761534 . 29 10 ga.17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153222: Docosane
57.0
5000 —— ‘
24.50
m/z 43.00 54.21%
0 \“ |\ 1‘1#‘?‘\011\6‘9‘0‘2250 3190
\\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane
57.0
—— ‘
24.50
5000 ITI/Z 85.10 50.17%
113.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane T ‘
57.0 24.50
m/z 55.10 20.37%
h VWwmemmWWj\mwwWNﬂ¢M¢v
oL ‘ || 17:0269.0225.0281 0338.0
e e e e T e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@20321\
Data File : BN@13555.D

Acqg On : 03 Feb 2021 14:21
Operator : CG/JU

Sample : M1299-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN©12921MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Heptadecyl hept... 20.880 2.3 ng/ul 460336 5 21.145 4050550 20.0
(DEL) Alkane: S... 23.230 2.6 ng/ul 550686 6 23.315 4237740 20.0
(DEL) Alkane: S... 23.860 2.4 ng/ul 516907 6 23.315 4237740 20.0
(DEL) Alkane: S... 24.570 2.4 ng/ul 497330 6 23.315 4237740 20.0
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