LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22833.D

Acqg On : 22 Nov 2022 20:21
Operator : CG/JU

Sample : N5593-10

Misc :

ALS Vvial : 55 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@22833.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 21 25 29 rBV 14404 21296 ©0.80% 0.086%
2 3.175 29 32 36 rV 16815 22831 0.85% 0.092%
3 3.211 36 38 45 rVB 14711 20366 ©0.76% 0.082%
4 3.617 105 107 125 rBV 98530 179913 6.72% ©.727%
5 3.840 142 145 151 rVB 7427 10958 0.41% 0.044%
6 3.940 160 162 169 rvB2 4620 6876 0.26% 0.028%
7 4.487 249 255 271 rVB 110253 189498 7.08% 0.766%
8 4.917 323 328 343 rVB 19648 34628 1.29% 0.140%
9 7.016 679 685 697 rVB 95100 157241 5.88% 0.635%
106 7.181 706 713 723 rBV 319168 506351 18.92% 2.046%
11  7.369 738 745 756 rBV 315016 516773 19.31% 2.088%
12 7.446 756 758 763 rVB3 2019 2685 0.10% 0.011%
13 7.846 820 826 838 rBV 247484 401622 15.01% 1.623%
14 8.569 943 949 963 rBV 280564 460583 17.21% 1.861%
15 9.022 1020 1026 1040 rVW 414192 685350 25.61% 2.769%
16 9.369 1081 1085 1089 rBV5 2790 5101 ©.19% 0.021%
17 9.746 1142 1149 1160 rBV 343342 576402 21.54%  2.329%
18 10.222 1222 1230 1234 rBV5 2424 4717 0.18% 0.019%
19 10.287 1234 1241 1259 rVWV 475448 809422 30.25% 3.271%
20 10.663 1294 1305 1312 rBV 384947 636469 23.78% 2.572%
21 10.716 1312 1314 1322 rVB3 3192 5097 0.19% 0.021%
22 10.816 1322 1331 1343 rBV 404364 729033 27.24% 2.946%
23 11.475 1436 1443 1448 rBV5 2928 6043 0.23% 0.024%
24 11.881 1508 1512 1523 rVB4 1674 4418 0.17% ©0.018%
25 12.175 1558 1562 1568 rBV5 2122 3342 0.12% 0.014%
26 12.234 1568 1572 1573 rVWV4 3230 4236 0.16% 0.017%
27 12.263 1574 1577 1585 rvVvB2 6165 10957 0.41% 0.044%
28 13.404 1767 1771 1779 rBV5 3124 5390 0.20% ©0.022%
29 13.934 1851 1861 1868 rBV 988901 1356350 50.68% 5.481%
30 14.045 1876 1880 1885 rBV5 1799 2965 ©0.11% 0.012%

31 14.210 1901 1908 1919 rBV 1078631 1531060 57.21%
32 14.440 1942 1947 1952 rBV2 26362 35980 1.34%
33 14.516 1954 1960 1968 rVB 590247 858922 32.10%

OO WO
N
~N
=
3R

34 14.740 1993 1998 2014 rBV 88652 171454  6.41% 693%
35 14.992 2037 2041 2047 rBV8 2367 4579  0.17% 019%
36 15.269 2082 2088 2091 rBV 7451 11108 0.42% 0.045%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22833.D

Acqg On : 22 Nov 2022 20:21
Operator : CG/JU

Sample : N5593-10

Misc :

ALS Vvial : 55 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 15.340 2097 2100 2105 rVB3 8031 10945 0.41% 0.044%
38 15.510 2123 2129 2142 rBV 1325524 1916019 71.60% 7.742%
39 15.645 2145 2152 2166 rVV 545783 759107 28.37% 3.067%
40 15.751 2166 2170 2180 rVB5 6980 17459 0.65% 0.071%
41 16.034 2210 2218 2223 rBV 34269 48283 1.80% ©.195%
42 16.139 2233 2236 2241 rVB4 3145 4203 0.16% 0.017%
43 16.216 2244 2249 2260 rVWV 69285 110749 4.14% 0.448%
44 16.298 2260 2263 2267 rVB5 3707 6067 0.23% 0.025%
45 16.551 2302 2306 2311 rBV 16442 21882 ©0.82% 0.088%
46 16.669 2322 2326 2330 rVB5 2862 3835 ©.14% 0.015%
47 16.798 2342 2348 2350 rBV6 2196 4011 0.15% 0.016%
48 17.057 2388 2392 2395 rBV6 3196 4214 0.16% 0.017%
49 17.269 2422 2428 2438 rVB 743233 1036729 38.74% 4.189%
50 17.369 2438 2445 2455 rBV 1492971 2159899 80.71% 8.728%
51 17.586 2477 2482 2484 rBv4 2333 3466 ©0.13% 0.014%
52 17.616 2485 2487 2490 rVV2 3107 3775 0.14% 0.015%
53 17.816 2518 2521 2524 rVB5 2620 2877 0.11% 0.012%
54 17.939 2538 2542 2544 rBV3 4226 4380 0.16% ©0.018%
55 18.163 2575 2580 2588 rBV 48861 71878 2.69%  0.290%
56 18.245 2590 2594 2596 rBV2 10048 13664 ©.51% ©.055%
57 18.463 2627 2631 2634 rVB6 1996 3130  0.12% 0.013%
58 18.516 2636 2640 2644 rBV7 3232 5311 ©.20% 0.021%
59 18.681 2663 2668 2671 rBV6 2885 4371 0.16% 0.018%
60 19.233 2759 2762 2768 rBV2 19023 26573 0.99% 0.107%
61 19.304 2770 2774 2780 rBV 22330 35977 1.34% 0.145%
62 19.386 2783 2788 2794 rVV 492939 556260 20.79% 2.248%
63 19.445 2794 2798 2806 rVB2 32933 46068 1.72% 0.186%
64 19.592 2821 2823 2830 rvVB6 6560 7936 0.30% 0.032%
65 19.675 2830 2837 2848 rBV 1938774 2522850 94.27% 10.194%
66 21.192 3092 3095 3101 rVB4 34446 55143 2.06% 0.223%
67 21.469 3137 3142 3154 rBV 847414 1133869 42.37% 4.582%
68 22.563 3325 3328 3333 rVB2 32820 43253 1.62% ©.175%
69 23.110 3418 3421 3426 rVB 52879 77854 2.91% 0.315%
70 23.710 3515 3523 3539 rVB2 1308256 2676085 100.00% 10.814%
71 23.863 3542 3549 3560 rVB2 533845 1069286 39.96% 4.321%
72 24.457 3645 3650 3657 rVB3 69805 145291 5.43% 0.587%
73 25.292 3789 3792 3802 rVB 65414 144602 5.40% 0.584%

Sum of corrected areas: 24747317
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@©22833.D

Acq On : 22 Nov 2022 20:21
Operator : CG/JU

Sample : N5593-10

Misc

ALS Vial : 55 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: BN022833.D\data.ms
1500000
1000000
10.287
500000 9.022 0.746 1065816
7.1831869 7846 8.569 :
3.617 4.487 7.01
BB |\ 3.3420 4917 A 446 9.369 10.222 10716 11.475
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘r\\’\\\\‘\\\\‘\\\\‘V‘Y_Y’\‘\\\\’\\i\ﬁ'_\\\ "_Y_Yi
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 1000 10.50 11.00 11.50
Abundance TIC: BN022833.D\data.ms
19.675
1500000 17369
15.510
14.210
1000000 13.934
17.269
14.516
15.645
500000 19.386
4.740 &8&. JQA«V__,;MMww
o BAE2AZS8 13404 14.04514.440 (14 9a35280015.735: 8% 40 atasme.05 w10ty Sdnmmes1  1998M502
A A e I e e e o e e e R I e e
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN022833.D\data.ms
1500000 23.710
1000000 21.469
23.863
500000
24.457 25.292
21192 22.563 23.110 ol e
O \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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\BN112122\
Data File : BN@©22833.D

Acq On : 22 Nov 2022 20:21
Operator : CG/JU

Sample : N5593-10

Misc

ALS Vial : 55 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 2 2(3H)-Benzothiazolone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.216 2.14 ng/ul 110749  Phenanthrene-di10 17.269
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 96
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
3 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 76
4 Thieno[3,2-b]pyridin-7-ol 151 C7H5NOS 107818-20-2 49
5 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 43
Abundance Scan 2249 (16.216 min): BN022833.D\data.ms (-2244) (- m/z 151.00 100.00%
96.0 151.0
123.0
5000
69.0
‘ 16.00 16.50
owww”WM‘:m‘wwum‘umw‘kuH‘H\M‘w_mzﬁ’?:q m/z 96.00  90.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28647: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000 e e
16.00 16.50
69.0 m/z 122.95 64.30%
O\]\_\4\(‘)\1\\‘H’\‘\Hl\‘H}\h\““\\\‘\h‘\\\\“}‘\\\‘\\1‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28644: 2(3H)-Benzothiazolone
151.0
— e
1600 16.50
5000 96.0 123.0 m/z 21.71%
45,0 69.0
) SN S TV PO |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28654: 1,2-Benzisothiazol-3(2H)-one o i R
151.0 1600 1650
m/z 122.00  14.15%
5000
96.0
69.0 123.0
) R T S S SRR Y Y  S—
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@©22833.D

Acq On : 22 Nov 2022 20:21
Operator : CG/JU

Sample : N5593-10

Misc

ALS Vial : 55 Sample Multiplier: 1

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

Quant Tit

TIC Libra

le

ry

. SVOA CALIBRATION

: 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 unknown-01 Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
19.38  9.81 ng/ul 556260 Chryseme-di2 21.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-tert-Butoxy-2-ethoxyethane 146 csHis02 051422-54-9 43

ibutyl 3,6,9,12,15,18-hexaoxaic... 466 C22H42010
-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 428 C19H40010
-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 516 C23H48012
-[2-[2-[2-[2-[2-[2-(2-Methoxyet... 384 C17H3609

1000366-80-0 38
006048-68-6 30
1010352-04-4 27
025990-96-9 27

uih wNneE
NN DN O R

Abundance Scan 2788 (19.386 min): BN022833.D\data.ms (-2783) (- m/z 57.05 100.00%
57.0
103.1
5000
| 1900 1950
161.1 : :
ol pO2.1 2810 m/z 45.10 67.11%
m/z--> 50 100 150 200 250 300 350
Abundance #25560: 1-tert-Butoxy-2-ethoxyethane
57.0
5000 — —
19.00 19.50
m/z 103.05 64.55%
jsal ||| o
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #330478: Dibutyl 3,6,9,12,15,18-hexaoxaicosane-1,20-di
103.0
— IS
19.00 19.50
5000 ITI/Z 101.10 35.83%
45.0 159.0
ol i by | 203024702900 3650
e
m/z--> 50 100 150 200 250 300 350
Abundance #316974: 2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]e P —
45.0 19.00 19.50
89.0 m/z 59.10  34.65%
5000
133.0
ol L1 L TT0221.0265.0300.0 385
e e e T e e A — =
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@©22833.D

Acq On : 22 Nov 2022 20:21
Operator : CG/JU

Sample : N5593-10

Misc

ALS Vial : 55 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 3

R.T EstConc Area Relative to ISTD R.T.
24.457 2.72 ng/ul 145291  Perylene-di12 23.863
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 81
2 Octacosane 394 C28H58 000630-02-4 81
3 Tetratetracontane 619 C44H90 007098-22-8 74
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 70
5 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 70

Abundance Scan 3650 (24.457 min): BN022833.D\data.ms (-3645) (- m/z 57.10 100.00%
57.1

e

5000
27.1 281.1 24.50
ouu_l‘l‘[l#‘ﬂww\ﬁ‘,wfuwwwwﬁl‘??w‘_m_ww m/z 71.10 71.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 T
24.50
m/z 43.10 57.05%
L1 0 197.02670 3650
H\T‘\H\]H\Y‘H\\’HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

kR

Abundance #298426: Octacosane
57.0
24.50
5000 ITI/Z 85.10 51.40%
7
o a0 20 soa0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane Ly i
57.0 24.50

m/z 55.05 24.68%

- V~wmwwWWM/\wf\NWMuwv
\\ Hhmlg?ozem 351.0421.0 491.0 618.(

Ly

O e e e e P o e e e e —
miz--> 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©22833.D

Acq On : 22 Nov 2022 20:21

Operator : CG/JU

Sample : N5593-10

Misc

ALS Vial : 55 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
25.292 2.70 ng/ul 144602  Perylene-di12 23.863
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 87
2 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 86
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 3792 (25.292 min): BN022833.D\data.ms (-3789) (- m/z 57.10 100.00%
57.1
5000
2500 2550
551 209.1 2821 369.2 414. : :
o | ,‘ I ‘H h‘ DL 0 26213260369.2414: 00 e 72.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
5000 = oo
25.00 25.50
m/z 85.10 54.88%
L smsomso anao
O\‘\‘\"\“\‘\‘\\\““\“\\‘\‘\\\\’\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl-
57.0
7 o
25.00 25.50
5000 m/z 43.10 51.21%
oL M ‘\ ., 18209950 28105539
tpdh e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl- T T
43.0 25.00 25.50
m/z 55.10 21.21%
5000 5.0
6.0
oL LR ] 23902810 e e
m/z--> 50 100 150 200 250 300 350 400 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22833.D

Acqg On : 22 Nov 2022 20:21
Operator : CG/JU

Sample : N5593-10

Misc

ALS vial : 55 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(3H)-Benzothia... 16.216 2.1 ng/ul 110749 4 17.269 1036730 20.0
unknown-01 19.386 9.8 ng/ul 556260 5 21.469 1133870 20.0
(DEL) Alkane: S... 24.457 2.7 ng/ul 145291 6 23.863 1069290 20.0
(DEL) Alkane: S... 25.292 2.7 ng/ul 144602 6 23.863 1069290 20.0
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