LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081822\
Data File : BP@11484.D

Acqg On : 18 Aug 2022 16:21
Operator : CG/JU

Sample : N4221-12

Misc :

ALS vial : 9 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-BP081622.M
Title : SVOA CALIBRATION

Signal : TIC: BPO11484.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.034 3 8 16 rBV 4425345 6193777 100.00% 18.586%
2 3.099 16 19 32 rVB 994230 1181962 19.08% 3.547%
3  3.334 56 59 62 rBV 10679 12323  0.20% 0.037%
4 3.481 82 84 98 rBV 113392 175310 2.83% ©.526%
5 3.587 98 102 107 rVB 27018 33589 0.54% 0.101%
6 3.693 115 120 130 rVB2 21363 37350 0.60% 0.112%
7 3.781 130 135 140 rBV 12304 16760 ©0.27% ©.050%
8 3.965 151 156 162 rBV 31039 41178 0.66% 0.124%
9 4.217 204 209 216 rBv2 13336 20405 0.33% 0.061%
10 4.299 216 223 236 rVV 3757326 5255702 84.85% 15.771%
11 4.399 236 240 245 rVB 12950 17828 ©.29% 0.053%
12 4.746 296 299 304 rBv4 6723 10123 0.16% 0.030%
13 5.022 341 346 353 rVB 52479 69997 1.13% 0.210%
14 5.816 474 481 485 rBV5 6225 10603 0.17% 0.032%
15 6.234 550 552 559 rvB7 3639 6395 0.10% ©0.019%
16 6.693 622 630 634 rBV 20692 32420 0.52% 0.097%
17 6.746 634 639 646 rVB 92602 144112  2.33% 0.432%
18 6.905 660 666 679 rVB 367213 575090 9.28% 1.726%
19 7.093 691 698 708 rBvV 374685 589006 9.51% 1.767%
20 7.558 770 777 783 rBV 371914 565833 9.14% 1.698%
21 7.628 783 789 794 rVW3 14328 26348 ©0.43% 0.079%
22 7.887 827 833 838 rvB3 6151 10913 0.18% 0.033%
23 7.993 840 851 855 rBv2 9255 19007 ©0.31% 0.057%
24 8.028 855 857 862 rvBé6 5734 7047 0.11% 0.021%
25 8.281 893 900 912 rBV 254374 421712 6.81% 1.265%
26 8.387 915 918 928 rVB1o 4777 9688 0.16% 0.029%
27 8.510 936 939 949 rvB6 7494 12190 0.20% ©.037%
28 8.663 960 965 968 rBv4 5472 7988 0.13% 0.024%
29 8.722 968 975 982 rvwv 458164 723060 11.67% 2.170%
30 8.893 1001 1004 1009 rVB7 3907 6244 0.10% 0.019%
31 9.128 1039 1044 1050 rVB 10026 15249 0.25% 0.046%
32 9.440 1090 1097 1108 rBV 372792 593016 9.57% 1.780%
33 9.975 1179 1188 1203 rBV 471317 786870 12.70% 2.361%
34 10.346 1244 1251 1258 rVB 462357 744354 12.02%  2.234%
35 10.499 1270 1277 1289 rBV 374167 640515 10.34%  1.922%
36 10.587 1289 1292 1305 rVB 5956 16563 ©0.27% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081822\
Data File : BP@11484.D

Acqg On : 18 Aug 2022 16:21
Operator : CG/JU

Sample : N4221-12

Misc :

ALS vial : 9 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-BP081622.M
Title : SVOA CALIBRATION
37 11.163 1386 1390 1398 rBV1e 4419 9531 0.15% 0.029%
38 11.628 1465 1469 1475 rVB 8486 12880 0.21% 0.039%
39 11.951 1518 1524 1532 rVB3 8983 15684 0.25% 0.047%
40 12.840 1668 1675 1680 rBV8 6107 12139 0.20% ©0.036%
41 13.075 1709 1715 1721 rBV2 21366 35538 ©.57% 0.107%
42 13.551 1792 1796 1805 rVB2 3442 8242 0.13% 0.025%
43 13.657 1805 1814 1820 rBV 843051 1104247 17.83% 3.314%
44 13.875 1843 1851 1854 rBV 228209 347004 5.60% 1.041%
45 13.922 1854 1859 1871 rVB 928106 1331070 21.49%  3.994%
46 14.234 1902 1912 1920 rBV 588040 849052 13.71% 2.548%
47 14.469 1945 1952 1964 rBvV2 40851 87624 1.41% 0.263%
48 14.663 1980 1985 1991 rVB10 5249 10314 0.17% 0.031%
49 15.004 2037 2043 2048 rBV 35578 51001 0.82% 0.153%
50 15.081 2053 2056 2063 rVB4 5747 10080 0.16% ©0.030%

51 15.234 2075 2082 2089 rBV 1065681 1508434 24.35%  4.526%

52 15.287 2089 2091 2097 rVV7 4479 7994 0.13% 0.024%
53 15.369 2097 2105 2117 rVV 381543 519624 8.39% 1.559%
54 15.475 2120 2123 2133 rVB10 6751 16127 ©.26% ©.048%
55 16.486 2290 2295 2302 rVV2 7412 9656 0.16% 0.029%
56 16.786 2342 2346 2353 rBV10 4135 6798 0.11% 0.020%
57 16.886 2355 2363 2366 rBV9 3336 8420 0.14% 0.025%
58 17.004 2377 2383 2393 rVB 659800 895187 14.45% 2.686%
59 17.104 2394 2400 2414 rVV 1174254 1561277 25.21% 4.685%
60 17.386 2444 2448 2453 rBV3 8015 14291 ©0.23% 0.043%
61 17.569 2474 2479 2482 rBV2 7280 9946 0.16% 0.030%
62 17.704 2496 2502 2507 rBV2 15782 22425 0.36% 0.067%
63 17.922 2534 2539 2546 rBV3 30843 51619 ©.83% ©0.155%
64 18.498 2633 2637 2641 rVB4 8607 11180 ©.18% ©0.034%
65 18.939 2709 2712 2717 rVB2 11527 15775 ©.25% ©0.047%
66 19.016 2720 2725 2728 rBV 13791 18831 ©.30% 0.057%
67 19.175 2749 2752 2755 rBV4 6698 8735 0.14% 0.026%
68 19.275 2764 2769 2774 rBV3 22794 36268 ©.59% 0.109%
69 19.322 2774 2777 2779 rBV3 5507 6945 0.11% 0.021%
70 19.369 2779 2785 2793 rVV 1314029 1640146 26.48%  4.922%
71 19.957 2882 2885 2890 rVB3 21301 23442 ©.38% ©0.070%
72 20.574 2987 2990 2994 rBV2 29810 35976 ©0.58% ©0.108%
73 20.874 3036 3041 3050 rBv4 94105 200623 3.24% 0.602%
74 21.133 3080 3085 3092 rBV 815446 991123 16.00% 2.974%
75 23.286 3444 3451 3458 rBV2 961287 1787145 28.85% 5.363%

76 23.433 3470 3476 3483 rVB2 526365 1001735 16.17% 3.006%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081822\
Data File : BP@11484.D

Acqg On : 18 Aug 2022 16:21
Operator : CG/JU

Sample : N4221-12

Misc

ALS vial : 9 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-BP081622.M
Title : SVOA CALIBRATION
Sum of corrected areas: 33324655
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081822\

BP011484.D
: 18 Aug 2022 16:21
: CG/JU
: N4221-12
: 9 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081622.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L
LSCINT.P
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081822\
Data File : BP@11484.D

Acq On : 18 Aug 2022 16:21

Operator : CG/JU

Sample : N4221-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081622.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 2-Pentanol, 2,4-dimethyl- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.

5.022 2.47 ng/ul 69997 1,4-Dichlorobenzene-d4 7.558
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 45
3 2-Hexanol, methyl ether 116 C7H160 1000333-92-0 42
4 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 38
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 38

Abundance Scan 346 (5.022 min): BP011484.D\data.ms (-341) (-)
59.0

m/z 58.95 100.00%

5000

| 116.9 207.8 280.8341.0 430.9 504.2 4.60.4.80/5.00 520 5.40
ekl 1169 207.8 28083410 4309 5042 m/z 57.05 40.70%

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

o

Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
5000 [T T T T T T T
4.60 4.80 5.00 5.20 5.40
m/z 41.00 20.03%
O‘\\UMHIHH\w’\H\‘HH‘\H\‘\\H‘\\H‘\H\‘HH‘HH‘\H\‘\

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

Abundance  #21823: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

N

4.60 4.80 5.00 5.20 5.40
5000 m/z 42.95 13.94%

1141200

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

o

.

Abundance #9504: 2-Hexanol, methyl ether R ARESEE AL b
59.0 4.60 4.80 5.00 5.20 5.40
m/z 55.95 9.30%
5000
]S %Lﬂ!(

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081822\
Data File : BP@11484.D

Acq On : 18 Aug 2022 16:21
Operator : CG/JU

Sample : N4221-12

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081622.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 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.875 4.05 ng/ul 200623  Chrysene-d12 21.133
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Octacosyl acetate 452 C30H6002 018206-97-8 91
4 Heptadecafluorononanoic acid, tr... 646 C22H27F1702 1000356-02-9 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91
Abundance Scan 3041 (20.874 min): BP011484.D\data.ms (-3036) (- m/z 43.00 100.00%
5000
= ——
20.50 21.00
193.0 265.8 342.1
0 ,“‘JwMH“H_m"“uuh‘uu_“““49%9”‘4‘7‘(‘3‘:‘[5%‘7‘ m/z 55.00 97.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
5000 = i
20.50 21.00
1950 m/z 57.05 90.20%
O‘\\I\M’\J\\\‘I\\\\‘!‘ll\l?-gs‘\q\W[\\Ts\o‘\s\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
7 —r
20.50 21.00
5000 m/z 83.10 84.40%
11.0
oM A
m/z--> 0 50 00 150 200 250 300 350 400 450 500 550
Abundance #326466: Octacosyl acetate = T
43.0 20.50 21.00
m/z 69.05 72.72%
5000 -0
obu h“‘ | 181.0 250.0 320.0 392.0452.0
_“,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ B T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081822\
Data File : BP@11484.D

Acqg On : 18 Aug 2022 16:21
Operator : CG/JU

Sample : N4221-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP081622.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-Pentanol, 2,4... 5.022 2.5 ng/ul 69997 1 7.558 565833 20.0
n-Tetracosanol-1 20.875 4.0 ng/ul 200623 5 21.133 991123 20.0
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