LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22812.D

Acqg On : 22 Nov 2022 07:03
Operator : CG/JU

Sample : N5652-01

Misc :

ALS Vvial : 34 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@22812.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.134 22 25 29 rBV4 5515 7760  ©0.29% 0.030%
2 3.175 29 32 37 rBV 16287 19410 0.73% 0.075%
3  3.622 105 108 130 rBV 64466 125302 4.73% 0.482%
4 3.846 142 146 151 rVB 8736 13079 ©0.49% 0.050%
5 3.940 159 162 170 rVB2 5426 8647 ©.33% 0.033%
6 4.928 327 330 338 rvB?Y 1797 4056 0.15% 0.016%
7 7.016 679 685 696 rVB 90450 148301 5.60% 0.571%
8 7.181 706 713 722 rBV 317443 504766 19.05%  1.944%
9 7.369 738 745 756 rBV 303850 502843 18.98% 1.936%
10 7.446 756 758 768 rvVB3 1583 3263 0.12% 0.013%
11 7.846 819 826 835 rBV 300124 476391 17.98% 1.834%
12 7.910 835 837 843 rVB3 2998 4742 0.18% 0.018%
13 8.569 943 949 963 rBV 271360 441993 16.68% 1.702%
14  9.022 1019 1026 1039 rBV 415345 686309 25.90% 2.643%
15 9.404 1086 1091 1098 rVB 8205 11888 ©0.45% 0.046%

16 9.746 1143 1149 1161 rBV 343244 578655 21.84%
17 10.287 1234 1241 1256 rBV 465217 789766 29.80%
18 10.663 1298 1305 1314 rBV 465785 769413 29.04%
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19 10.810 1323 1330 1346 rBV 410491 752713 28.41% 898%
20 11.904 1509 1516 1520 rBv4 1618 3485 0.13% 013%
21 12.081 1539 1546 1552 rBV2 7798 12490 0.47% 0.048%
22 12.269 1573 1578 1584 rBV2 6697 11668 0.44% 0.045%
23 12.716 1651 1654 1658 rBvV3 1556 2653 0.10% ©0.010%
24 12.822 1668 1672 1676 rBV2 1502 2707 0.10% ©0.010%
25 12.863 1676 1679 1682 rVv4 3253 5152 0.19% ©.020%
26 12.898 1682 1685 1691 rvv3 2871 4169 0.16% 0.016%
27 12.981 1695 1699 1703 rBV2 2171 3380 0.13% ©0.013%
28 13.034 1705 1708 1713 rBV2 2849 3865 ©.15% ©.015%
29 13.116 1718 1722 1727 rBB4 4859 7363 0.28% 0.028%
30 13.328 1753 1758 1765 rVB 15330 23142 0.87% ©0.089%
31 13.410 1768 1772 1777 rVV6 1525 2675 0.10% 010%

32 13.934 1852 1861 1874 rVV 1034902 1410695 53.24%
33 14.210 1902 1908 1919 rBV 1112700 1591058 60.04%
34 14.292 1919 1922 1926 rVB3 2033 2839 0.11%
35 14.404 1936 1941 1945 rVB2 5009 6221 0.23%
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36 14.516 1953 1960 1970 rBV 764640 1085757 40.97%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22812.D

Acqg On : 22 Nov 2022 07:03
Operator : CG/JU

Sample : N5652-01

Misc :

ALS Vvial : 34 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 14.739 1993 1998 2014 rBV 75941 155075 5.85% ©.597%
38 15.269 2084 2088 2091 rBV 4750 7291 0.28% 0.028%
39 15.304 2091 2094 2098 rVV2 6087 8150 0.31% 0.031%
40 15.351 2098 2102 2106 rVB4 3318 5757 0.22% 0.022%
41 15.510 2123 2129 2138 rVV 1409348 2011061 75.89% 7.743%
42 15.645 2146 2152 2166 rVV 518996 720909 27.21% 2.776%
43 15.751 2166 2170 2175 rVB3 5500 7966 0.30% 0.031%
44 15.881 2187 2192 2197 rBV 12184 16246 0.61% 0.063%
45 16.186 2241 2244 2246 rBV3 2231 3018 ©0.11% 0.012%
46 16.222 2246 2250 2252 rVB4 1395 2663 0.10% 0.010%
47 16.675 2322 2327 2331 rBV3 2002 3662 ©.14% 0.014%
48 16.792 2344 2347 2353 rVB2 2209 2814 0.11% 0.011%
49 17.016 2380 2385 2388 rBV5 3259 5646 0.21% 0.022%
50 17.269 2422 2428 2439 rBV 901240 1280373 48.32% 4.930%
51 17.369 2439 2445 2455 rBV2 1588848 2227766 84.07% 8.578%
52 17.451 2455 2459 2464 rVB 23264 30033 1.13% 0.116%
53 17.663 2490 2495 2499 rBV6 3614 6677 0.25% 0.026%
54 18.039 2555 2559 2563 rBV6 2223 3014 0.11% 0.012%
55 18.163 2575 2580 2589 rBV 67315 92765 3.50% ©.357%
56 18.239 2589 2593 2600 rVB3 3860 6459 0.24% 0.025%
57 18.351 2610 2612 2617 rVB6 3371 4618 0.17% ©0.018%
58 18.451 2626 2629 2636 rBvV6 1566 3068 0.12% 0.012%
59 18.592 2649 2653 2658 rBV 44790 52094 1.97% 0.201%
60 19.045 2726 2730 2734 rBV7 2239 4744 0.18% 0.018%
61 19.139 2742 2746 2750 rVB 10045 12263 0.46% 0.047%
62 19.233 2758 2762 2768 rBv2 18109 25771 0.97% 0.099%
63 19.304 2770 2774 2782 rBV 18110 32022 1.21% 0.123%
64 19.386 2784 2788 2794 rVV 404580 452425 17.07% 1.742%
65 19.445 2794 2798 2809 rVB2 24885 40330 1.52% ©.155%
66 19.598 2820 2824 2828 rBV5 7672 9965 ©0.38% 0.038%
67 19.675 2831 2837 2848 rBV 1843031 2494525 94.14%  9.605%
68 20.392 2956 2959 2964 rBV2 16471 19344 0.73% 0.074%
69 21.180 3088 3093 3106 rBvV3 95168 249929 9.43% 0.962%
70 21.380 3124 3127 3131 rBV 35173 38387 1.45% 0.148%
71 21.474 3138 3143 3151 rVB 1083702 1380020 52.08% 5.314%
72 22.563 3325 3328 3333 rBvV3 39255 55178 2.08% 0.212%
73 22.704 3349 3352 3358 rVB 45855 63975  2.41%  0.246%
74 23.110 3418 3421 3430 rVB2 58085 93165 3.52% ©.359%
75 23.710 3515 3523 3538 rVB2 1263317 2649874 100.00% 10.203%

76 23.868 3542 3550 3560 rVB 659902 1335143 50.39% 5.141%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22812.D

Acqg On : 22 Nov 2022 07:03
Operator : CG/JU

Sample : N5652-01

Misc

ALS Vvial : 34 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

77 24.457 3645 3650 3660 rVB 83548 165689 6.25% ©.638%
78 25.298 3788 3793 3801 rvB2 72837 163436 6.17% ©.629%

Sum of corrected areas: 25971926
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 22 Nov 2022 07:03
: CG/JU
: N5652-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
BN©22812.D

: 34 Sample Multiplier: 1

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

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN022812.D\data.ms
1500000
1000000
500000 w022 . 10.28720063,
7.188B69 7.846 8.569 '
3.6 7.01
w15 >%%sea0 4,928 1]\ 7.a46 _7l010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\ T I I
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 900 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN022812.D\data.ms
19.675
17.369
1500000 15.510
14.210
13.934
1000000 17.269
14.516
15.645
500000 19.386
4739
o LERABL60 1 MR 250 Jia BRI TER 16678720161 4_5166:18 gﬁﬁﬁgz 19! Qusgz
T e T T e e “““ B S s s R e et e e ey
Time--> 1200 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN022812.D\data.ms
1500000
23.710
21.474
1000000
23.868
500000
2148050, zmoazsiio ||| PHET %%
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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@22812.D

Acq On : 22 Nov 2022 07:03
Operator : CG/JU

Sample : N5652-01

Misc

ALS Vial : 34 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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.386 6.56 ng/ul 452425  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-tert-Butoxy-2-ethoxyethane 146 C8H1802 051422-54-9 43
2 Dibutyl 3,6,9,12,15,18,21-heptao... 510 C24H46011 1010366-79-9 38
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 472 C21H44011 027425-92-9 35
4 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 27
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 516 C23H48012 1010352-04-4 27

Abundance Scan 2788 (19.386 min): BN022812.D\data.ms (-2784) (- m/z 57.10 100.00%

57.1
103.1
5000
1611 19.00 19.50
- J‘ hop  } 12070 2829  m/z 45.05 68.26%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #25560: 1-tert-Butoxy-2-ethoxyethane
57.0
5000
19. 00 19 50
m/z 103.05 63.44%
“ ‘ ‘ 131.0
O\\\\‘\\‘\’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #339492: Dibutyl 3,6,9,12,15,18,21-heptaoxatricosane-1,
108.0
‘
19.00 19 50
5000 m/z 101.10 36.85%
45.0 159.0
Ol i iy 2470 307.0 3650

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #332201: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)etho P 1

45.0 19.00 19.50
m/z 59.10 33.80%
03.0
5000
0 “uﬁ‘w“ LT asr0ser0 ssso e L
m/z--> 0 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22812.D

Acq On : 22 Nov 2022 07:03
Operator : CG/JU

Sample : N5652-01

Misc

ALS Vial : 34 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

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

: C:\Database\NIST20.L

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 2 1-Heneicosanol Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
21.180 3.62 ng/ul 249929  Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94

Abundance Scan 3093 (21.180 min): BN022812.D\data.ms (-3088) (- m/z 57.10 100.00%
57.1

‘ 2100 2150

ol Al ‘H“ | u“‘w‘l“‘“ A9 2499 4290 7 5500 94.59%

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

Abundance #215083: 1-Heneicosano

55.0
5000 11.0 R —
21.00 21.50

m/z 83.10 93.71%

o

T \“\‘ \‘H“ “‘ \“l\ ‘h ]“-“6\3.\()\ ‘ T \2‘6\6\‘\0\ ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0

aepey
21.00 21.50
5000 m/z 43.05 90.97%

11.0
169.0 238.0
oL LU 0T T 2830
m/z--> 50 100 150 200 250 300 350 400

L
Abundance #306022: Nonacos-1-ene —
57.0 21.00 21.50

m/z 69.10 82.78%
5000 11.0
LU o
ol b b e e =
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@22812.D

Acq On : 22 Nov 2022 07:03
Operator : CG/JU

Sample : N5652-01

Misc

ALS Vial : 34 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.457 2.48 ng/ul 165689  Perylene-di12 23.868
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 3650 (24.457 min): BN022812.D\data.ms (-3645) (- m/z 57.10 100.00%
57.1

5000
24.50
7.1 281.1 :
193.1
o‘HH,‘J‘J‘ﬂ‘lﬁwHH‘HH_HWH?"‘T’?ﬁ”““‘7‘5‘}”“_”‘” m/z 71.10  69.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 "]\“ T
24.50
m/z 43.10 58.03%
o \‘ || 127019702670 367.0
‘\\\\’\H\‘\\\\‘\\\\‘\\\\‘\H\‘H\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
——
24.50
5000 m/z 85.10 53.55%

ol |1 127:0197.0267.0337.0407.0 491.0562.0
e o

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl-
57.0 24.50
m/z 55.10 22.83%
5000
J 2390
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22812.D

Acq On : 22 Nov 2022 07:03
Operator : CG/JU

Sample : N5652-01

Misc

ALS Vial : 34 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.298 2.45 ng/ul 163436  Perylene-di12 23.868
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 Hexacosane 366 C26H54 000630-01-3 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3793 (25.298 min): BN022812.D\data.ms (-3788) (- m/z 57.10 100.00%
57.1

;

5000
25.00 25%6
12252 355.1 : :
o_m““wu\“w‘u‘Hum“5”_2?‘1‘}‘mww“"?"o‘?”” m/z 71.10 71.80%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 = P
25.00 25.50
m/z 43.10 58.25%
0 “ ” ‘\ J\’ J l ‘\1‘6902250 296.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194588: Heneicosane
57.0
— —
25.00 25.50
5000 ITI/Z 85.10 48.73%
113.0
0 \‘m J‘ | h’ | xl‘6902250 296.0
o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane o oy
57.0 25.00 25.50

m/z 55.05 23.63%

5000

113.0
0 \‘ HTT ‘\1‘6902250 295.0 367.0
_wm‘_ww a2 L

m/z--> 0 50 100 150 200 250 300 350 400 450 25.00 25.50

B
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22812.D

Acqg On : 22 Nov 2022 07:03
Operator : CG/JU

Sample : N5652-01

Misc

ALS Vvial : 34 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|
unknown-01 19.386 6.6 ng/ul 452425 5 21.474 1380020 20.0
1-Heneicosanol 21.180 3.6 ng/ul 249929 5 21.474 1380020 20.0
(DEL) Alkane: S... 24.457 2.5 ng/ul 165689 6 23.868 1335140 20.0
(DEL) Alkane: S... 25.298 2.5 ng/ul 163436 6 23.868 1335140 20.0
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