LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7585.D

Acqg On : 22 Oct 2021 12:17
Operator : CG/JU

Sample : M4217-09

Misc :

ALS Vvial : 47 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_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION

Signal : TIC: BP@@7585.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.334 6 8 10 rBvV3 3287 3342 0.10% ©0.009%
2 3.375 11 15 21 rVB 37847 49370 1.55% 0.134%
3 3.822 89 91 94 rBV2 9237 11574 0.36% 0.031%
4 4.034 122 127 135 rVB2 42283 65631 2.06% ©.178%
5 4.122 139 142 148 rVB 12803 17794 0.56% 0.048%
6 4.222 155 159 166 rVB3 19217 30983 0.97% 0.084%
7 4.499 203 206 210 rVB4 6307 8450 0.26% 0.023%
8 5.046 294 299 304 rBV 23385 32557 1.02% ©0.088%
9 6.328 511 517 523 rVB 16859 29105 0.91% 0.079%
10 6.911 612 616 617 rBv4 2773 3627 0.11% 0.010%
11 6.952 620 623 627 rVB6 3248 5133 0.16% 0.014%
12 7.105 641 649 660 rBV 461553 715096 22.42% 1.942%
13 7.275 670 678 688 rBV 348256 557437 17.48%  1.514%
14 7.475 705 712 720 rBV 457207 714248 22.39%  1.939%
15 7.587 727 731 735 rVB7 5187 7813 0.24% 0.021%
16 7.763 757 761 765 rBv4 4266 6658 0.21% 0.018%
17 7.946 785 792 800 rBV 722381 1118646 35.07% 3.037%
18 8.016 800 804 809 rvVB8 3357 6554 ©0.21% ©0.018%
19 8.199 829 835 842 rVB8 7661 15822 0.50% 0.043%
20 8.263 842 846 849 rBV6 2137 3296 0.10% 0.009%
21 8.446 874 877 880 rBV5 2424 3307 0.10% 0.009%
22 8.510 883 888 892 rBV6 4233 7555 0.24% 0.021%
23 8.652 905 912 921 rBV 552043 877918 27.52% 2.384%
24 8.769 927 932 939 rVB 14744 25112 ©0.79% 0.068%
25 9.099 980 988 998 rBV 391185 662675 20.77% 1.799%
26 9.563 1063 1067 1072 rVBS8 4789 9305 0.29% 0.025%
27 9.828 1102 1112 1120 rBV 290567 483398 15.15% 1.313%
28 10.240 1178 1182 1187 rBV7 4289 9796 0.31% 0.027%
29 10.369 1196 1204 1217 rBV 531037 889514 27.89% 2.415%
30 10.534 1227 1232 1242 rVB2 23284 42302 1.33% 0.115%

31 10.752 1261 1269 1278 rBV ~ 954575 1616136 50.67%

4.
32 10.881 1284 1291 1302 rBV 514462 860099 26.96%  2.335%
33 11.393 1376 1378 1383 rVB6 3786 6022 0.19% 0.016%
34 11.681 1422 1427 1431 rBVS8 2967 6410 0.20% 0.017%
35 12.069 1486 1493 1497 rBV10 5454 9487 0.30% 0.026%
36 12.151 1503 1507 1510 rVB6 2080 3298 0.10% 0.009%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7585.D

Acqg On : 22 Oct 2021 12:17
Operator : CG/JU

Sample : M4217-09

Misc :

ALS Vvial : 47 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_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION
37 12.334 1534 1538 1543 rBV6 4977 7623 0.24% 0.021%
38 12.857 1622 1627 1631 rBVS8 2396 4945 0.16% ©0.013%
39 13.210 1682 1687 1690 rVB7 3897 5841 0.18% 0.016%
40 13.551 1741 1745 1746 rBV4 3050 3402 0.11% ©0.009%
41 13.904 1801 1805 1810 rVBS8 4160 6080 0.19% 0.017%
42 13.993 1812 1820 1826 rBV 926717 1263449 39.61% 3.431%
43 14.275 1857 1868 1876 rBV 1065203 1560684 48.93%  4.238%
44 14.581 1913 1920 1928 rBV 1510876 2201038 69.00% 5.977%
45 14.763 1945 1951 1963 rBV 296399 459834 14.42%  1.249%
46 14.998 1985 1991 2003 rVB5 32518 57321 1.80% ©.156%
47 15.240 2027 2032 2034 rBV6 2411 3591 0.11% ©0.010%
48 15.398 2053 2059 2063 rBV8 4992 9143 0.29% 0.025%
49 15.475 2070 2072 2078 rBV7 1711 3376 0.11% 0.009%
50 15.575 2082 2089 2097 rBV 1462237 2027051 63.55% 5.504%
51 15.687 2102 2108 2119 rBV 196504 276305 8.66% 0.750%
52 15.816 2126 2130 2135 rVB4 17348 24998 0.78% 0.068%
53 16.028 2163 2166 2171 rVB7 3621 4548 0.14% 0.012%
54 16.139 2182 2185 2187 rBV4 3303 3434 0.11% 0.009%
55 16.245 2201 2203 2211 rBV9S 3957 9665 0.30% 0.026%
56 16.363 2220 2223 2230 rVB9 2926 3391 0.11% 0.009%
57 16.745 2284 2288 2290 rBV5 4467 5649 ©0.18% 0.015%
58 17.069 2339 2343 2345 rBV5 2171 3247 0.10% 0.009%
59 17.116 2345 2351 2357 rBV2 10369 22438 0.70% 0.061%
60 17.245 2369 2373 2375 rBVS5 4616 7185 0.23% 0.020%
61 17.334 2381 2388 2396 rBV 1909899 2690155 84.34%  7.305%
62 17.434 2398 2405 2417 rBV2 1531447 2196690 68.87% 5.965%
63 17.528 2417 2421 2426 rVB6 17584 25822 0.81% 0.070%
64 17.710 2448 2452 2455 rBV6 3595 6133 0.19% 0.017%
65 17.933 2486 2490 2496 rBVS8 3137 8194 0.26% 0.022%
66 18.022 2500 2505 2511 rVB 22368 32931 1.03% ©.089%
67 18.104 2517 2519 2520 rBV2 4072 3333 0.10% ©0.009%
68 18.228 2535 2540 2548 rBV2 56721 81056 2.54%  ©.220%
69 18.533 2586 2592 2597 rBV9 7137 16532 0.52% 0.045%
70 19.245 2709 2713 2717 rBV4 26792 34210 1.07% ©0.093%
71 19.463 2746 2750 2754 rBV5 30754 42819 1.34% ©.116%
72 19.610 2772 2775 2779 rBV6 24256 31791 1.00% 0.086%
73 19.669 2779 2785 2791 rBV 1994205 2717748 85.20% 7.380%
74 21.145 3033 3036 3040 rBv4 62901 74494  2.34%  0.202%
75 21.422 3078 3083 3089 rBV 2377945 3094595 97.01%  8.403%

76 22.574 3277 3279 3285 rVB 160465 206152 6.46% ©.560%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7585.D

Acqg On : 22 Oct 2021 12:17
Operator : CG/JU

Sample : M4217-09

Misc :

ALS Vvial : 47 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_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION

77 23.151 3373 3377 3384 rVB 263135 393698 12.34% 1.069%
78 23.710 3466 3472 3480 rBV2 1320738 2629121 82.42% 7.139%
79 23.804 3483 3488 3493 rVV 418950 770338 24.15%  2.092%
80 23.868 3493 3499 3509 rVB2 1531391 3189823 100.00% 8.661%
81 24.557 3611 3616 3626 rVB 420914 837928 26.27% 2.275%

82 25.439 3761 3766 3774 rVB2 350087 854689 26.79% 2.321%

Sum of corrected areas: 36827960
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7585.D

Acqg On : 22 Oct 2021 12:17
Operator : CG/JU

Sample : M4217-09

Misc :

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BPO07585.D\data.ms
2500000

2000000
1500000

1000000 10.752
7.946

8.652 10.369 881
500000 7105 7.475

g 9.099
9.828
033;745 3.8203922.499  5.046 6.328 & .5B7768/086.2831860.769 9563 }\ 10.249.53 11.393.681

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 750 8.00 8.50 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP0O07585.D\data.ms

2500000

19.669
2000000 17.334

14.581 17.434
1500000 15.575

14.275
1000000 13.993

500000

14.763
15.687
,2D69B834 12.8513.2103.5513.904 J\l4-9ﬁ§m9 85 A A RIS 216. 74T mm@@@a@ 533 _;y_yé}‘// 2458610

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP0O07585.D\data.ms
21.422

2500000

23.868
23.710

2000000

1500000

1000000 23.804 24.557

25.439

500000

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 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_P\Data\BP102121\
Data File : BP0@7585.D

Acqg On : 22 Oct 2021 12:17
Operator : CG/JU

Sample : M4217-09

Misc :

ALS Vvial : 47 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.151 2.47 ng/ul 393698 Perylene-di2 23.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Octacosane 394 (C28H58 000630-02-4 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3377 (23.151 min): BP0O07585.D\data.ms (-3373) (- m/z 57.05 100.00%
57.0

5000 J
2300 2350
127.1 207.0 : :
oL LB 270 2810 3515 am1a0005,  u/p i comix
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0
5000 s —
23.00 23.50
m/z 85.10 54.09%
J | 127.0 240.0
O\\\‘“\\\\“\“\‘\#‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
= =
23.00 23.50
5000 m/z 43.10 53.13%
oL, || 270 197.0 281.0 394.0
H“_“w“u"H“H‘w"H,‘H“H“““w“u“u‘,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- T e
57.0 23.00 23.50
m/z 55.05 21.30%
5000
‘ ‘ 127 365.0
oLl LIET 2070 2670 S50 ————
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_P\Data\BP102121\
Data File : BP0@7585.D

Acqg On : 22 Oct 2021 12:17
Operator : CG/JU

Sample : M4217-09

Misc :

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.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 3
R.T. EstConc Area Relative to ISTD R.T.
23.804 4.83 ng/ul 770338  Perylene-d12 23.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3488 (23.804 min): BPO07585.D\data.ms (-3483) (- m/z 57.10 100.00%

57.1
5000
1 2350 2400
207.0
o LUFTE 2070 2811 ss1a 70 asoosaer 770 10" 7300
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000
2350 2400
m/z 85.10 5.10%
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
2350 2400
5000 ITIZ 43.10 %
2390
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0 2350 2400
m/z 55.05 %
or bl BEI0 2070 2810  sea0
m/z--> 0 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_P\Data\BP102121\
Data File : BP0@7585.D

Acqg On : 22 Oct 2021 12:17
Operator : CG/JU

Sample : M4217-09

Misc :

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.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.
24.557 5.25 ng/ul 837928 Perylene-d12 23.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 2-Methyltetracosane 352 C25H52 001560-78-7 93
3 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 91
4 Triacontane, 1-iodo- 548 (C30H61I 1000406-32-3 90
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 90

Abundance Scan 3616 (24.557 min): BP007585.D\data.ms (-3611) (-  m/z 57.10 100.00%

57.1 ‘
5000

Wfrl 2112 3410 2450
ob A bbbl £ 22080 3410 4289 8026 m/z 71.10  74.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane j\v\
57.0

5000
2450

m/z 85.10  58.20%

1 70
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262016: 2-Methyltetracosane
57.0
\ \
2450
5000 43.05 55.33%
1970 309.0
T e
)ENE R 0t S R S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338070: Triacontane, 1-bromo-
57.0 2450

55.05  24.25%

5000
135.0 421.0
| | H ” “J YLl 197.0 267.0 337.0 | 500.0

0 e L e e S S e e
miz--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP102121\

Data File : BP@@7585.D

Acqg On : 22 Oct 2021 12:17
Operator : CG/JU

Sample : M4217-09

Misc :

ALS Vvial : 47 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

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 1

R.T. EstConc Area Relative to ISTD R.T.
25.439 5.36 ng/ul 854689  Perylene-d12 23.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Heneicosane, 10-methyl- 310 C22H46 013287-25-7 90

Abundance Scan 3766 (25.439 min): BPO07585.D\data.ms (-3761) (- m/z 57.10 100.00%
57.1

=

5000
127.1 207.0 25.50
o‘u‘«wnniHMAp‘uﬂquQ?Q_?4ﬁ?u4359‘H5ﬂ?9‘_ m/z 71.10  72.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T
25.50
m/z 85.10 56.63%
239.0
O‘\\\ ’\J\\\“]-\F\J\\HJ\‘\!\[1\\1[\1[3\0‘18\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
—=
25.50
5000 ITI/Z 43.10 50.13%

l‘ H‘lF?.\.‘lg?O 296.0

-

o_m,w L SVt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0 25.50
m/z 55.10 22.91%
5000

(L1270 1970 2670 3650
O"H""H“‘H“‘H‘HH“H‘“H“H“\HH\HH\HH\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.50

%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7585.D

Acqg On : 22 Oct 2021 12:17
Operator : CG/JU

Sample : M4217-09

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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|
(DEL) Alkane: S.. 23.151 2.5 ng/ul 393698 6 23.869 3189820 20.0
(DEL) Alkane: S.. 23.804 4.8 ng/ul 770338 6 23.869 3189820 20.0
(DEL) Alkane: S.. 24.557 5.3 ng/ul 837928 6 23.869 3189820 20.0
(DEL) Alkane: S.. 25.439 5.4 ng/ul 854689 6 23.869 3189820 20.0
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