LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\

Data File : BP@12258.D

Acqg On : 21 Oct 2022 22:24

Operator : CG/JU

Sample : N5064-11

Misc :

ALS Vvial : 53 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-BP101922.M
Title : SVOA CALIBRATION
Signal : TIC: BP@12258.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1  3.257 43 46 52 rVB 73470 93724 1.48% 0.128%
2 3.540 91 94 104 rBV 121034 176395 2.79% 0.241%
3 3.693 117 120 132 rBV 100892 153912 2.44% 0.210%
4 3.787 133 136 139 rVB 14427 17341 0.27% 0.024%
5 3.899 150 155 162 rBV 88599 136536 2.16% 0.187%
6 3.999 168 172 179 rVB 35328 51927 0.82% 0.071%
7 4.334 225 229 233 rBV 35239 48183 0.76% 0.066%
8 4.375 233 236 242 rVB3 22071 29627 ©0.47% 0.040%
9 4.934 323 331 341 rBv2 132795 250557 3.97% 0.342%
10 6.993 673 681 697 rBV 1038458 1795863 28.42% 2.454%
11  7.116 697 702 703 rVwVs 9072 13622 0.22% 0.019%
12 7.157 703 709 724 rVB 914497 1476509 23.37% 2.017%
13 7.351 733 742 753 rBV 1113707 1789246 28.32% 2.444%
14 7.428 753 755 759 rVB3 10298 14130 0.22% 0.019%
15 7.645 786 792 801 rVB2 10660 21916 ©.35% 0.030%
16 7.822 814 822 830 rBV 1491721 2384858 37.74% 3.258%
17 7.887 831 833 837 rVB4 10813 12697 ©0.20% 0.017%
18 8.534 937 943 959 rBV 1156668 1993031 31.54% 2.723%
19 8.657 959 964 969 rVB 19508 33401 0.53% 0.046%
20 8.992 1013 1021 1038 rBV 949148 1636128 25.89% 2.235%
21 9.381 1081 1087 1094 rVB 30595 51381 ©0.81% 0.070%
22 9.710 1136 1143 1160 rBV 767137 1335530 21.14% 1.825%
23 10.245 1227 1234 1254 rBV 1136676 2066608 32.71% 2.823%
24 10.416 1257 1263 1278 rBV 81396 218761 3.46% 0.299%
25 10.628 1290 1299 1312 rBV 1940260 3323643 52.60% 4.541%
26 10.769 1316 1323 1344 rVV 1028861 1902921 30.12% 2.600%
27 11.163 1383 1390 1395 rVB10 6783 14377 0.23% 0.020%
28 11.451 1433 1439 1444 rBVi1e 5186 12540 0.20% 0.017%
29 11.875 1507 1511 1516 rVB2 9147 14779 0.23% 0.020%
30 12.039 1535 1539 1544 rBV7 8747 15850 ©0.25% 0.022%
31 12.216 1564 1569 1576 rVB2 20485 36058 ©.57% 0.049%
32 13.075 1711 1715 1723 rVB10 6754 13025 0.21% 0.018%
33 13.286 1743 1751 1756 rBV2 26185 44149 0.70% 0.060%
34 13.363 1758 1764 1771 rVV2 35723 63143 1.00% ©0.086%
35 13.433 1771 1776 1782 rVB8 8375 15777 ©.25% 0.022%
36 13.798 1834 1838 1845 rBV5 15733 26609 0.42% 0.036%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\
Data File : BP@12258.D

Acqg On : 21 Oct 2022 22:24
Operator : CG/JU

Sample : N5064-11

Misc :

ALS Vvial : 53 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-BP101922.M
Title : SVOA CALIBRATION
37 13.886 1845 1853 1866 rBV 1962013 2779784 43.99%  3.798%
38 14.163 1888 1900 1920 rBV 2339435 3568085 56.47% 4.875%
39 14.363 1927 1934 1937 rBV3 12557 17917 0.28% 0.024%
40 14.469 1943 1952 1964 rBV 2702429 4069421 64.40% 5.560%
41 14.686 1983 1989 2013 rBV 522991 1099839 17.41% 1.503%
42 14.904 2020 2026 2037 rVB2 103791 172850 2.74% 0.236%
43 15.022 2042 2046 2050 rVB2 15472 18669 ©.30% 0.026%
44 15.269 2084 2088 2091 rBV2 10667 16604 0.26% 0.023%
45 15.316 2091 2096 2100 rVB2 14080 24433 0.39% 0.033%
46 15.469 2114 2122 2136 rBV 3024085 4354655 68.92% 5.949%
47 15.598 2138 2144 2154 rVV 499918 740818 11.72% 1.012%
48 15.710 2158 2163 2170 rVB5 17070 32483 0.51% 0.044%
49 15.927 2196 2200 2205 rVB8 9601 16491 0.26% 0.023%
50 16.186 2239 2244 2252 rBV 93006 160765 2.54% 0.220%
51 17.233 2414 2422 2432 rBV 3190989 4624201 73.19% 6.318%
52 17.333 2432 2439 2450 rVV 3097336 4580367 72.49% 6.258%
53 17.433 2452 2456 2463 rVB4 45936 77181 1.22% 0.105%
54 17.527 2468 2472 2481 rVB10 9592 23745 0.38% 0.032%
55 17.898 2531 2535 2540 rBV 63598 77500 1.23% 0.106%
56 18.115 2567 2572 2579 rBV 189079 297015 4.70% 0.406%
57 18.968 2713 2717 2720 rBV5 64103 78679 1.25% 0.107%
58 19.033 2725 2728 2736 rVB2 97641 114267 1.81% 0.156%
59 19.162 2744 2750 2755 rBV 511570 654196 10.35% 0.894%
60 19.215 2756 2759 2763 rVV2 48352 63258 1.00% 0.086%
61 19.351 2778 2782 2791 rBV3 142184 233063 3.69% 0.318%
62 19.568 2814 2819 2831 rBV 4196950 5612222 88.82% 7.667%
63 20.568 2987 2989 2993 rBV2 94781 97068 1.54% 0.133%
64 21.027 3063 3067 3078 rBV2 404055 679775 10.76%  ©.929%
65 21.321 3112 3117 3125 rBV 4240404 5435887 86.03% 7.427%
66 21.462 3138 3141 3145 rVB2 170947 198920 3.15% 0.272%
67 23.568 3493 3499 3515 rVB2 3103892 6318489 100.00% 8.632%

68 23.727 3519 3526 3539 rVB2 2833811 5672404 89.77% 7.750%

Sum of corrected areas: 73195805
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\
Data File : BP@12258.D

Acq On : 21 Oct 2022 22:24
Operator : CG/JU

Sample : N5064-11

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101922.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP012258.D\data.ms
1.2e+07

le+07
8000000
6000000

4000000

- 10.628
6.9934351 £ 8.534 g 992 9.710 10.245 10.769
3.253.3938/89ou3zs  4.934 thﬁszzsm 887 &557 9.381 | 0.41 11.163.451

Time-> 3.00 350 400 450 500 550 6.00 6.50 700 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP012258.D\data.ms
1.2e+07

2000000

1e+07
8000000

6000000

19.568

4000000

17
141469 15.469 12333

1
2000000 13.88

4.685 1
0 LET53216 13.0885313.798_14.363 /1480521 § mgze 186 71.3317-9@%5__1@&]@?35

Time--> 12.00 1250 1300 1350 14.00 14.50 15.00 1550 1600 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP012258.D\data.ms
1.2e+07

le+07
8000000

6000000
21.321

23
4000000 427
2000000
21.027 211462 Y NS
568

O \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 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_P\Data\BP102022\
Data File : BP@12258.D

Acq On : 21 Oct 2022 22:24
Operator : CG/JU

Sample : N5064-11

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101922.M

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
4.934 2.10 ng/ul 250557 1,4-Dichlorobenzene-d4 7.822
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
5 .alpha.-D-Galactopyranoside, met... 249 C10H19NO6 017296-07-0 39

Abundance Scan 331 (4.934 min): BP012258.D\data.ms (-323) (-) m/z 42.95 100.00%

43.0
5000
101.0

T T T
4.60 4.80 5.00 5.20

Ol Ly 1930 2811 3549 4469 543f ., 59,09  62.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 AR RN RN AR
4.60 4.80 5.00 5.20
m/z 101.00 22.50%
J 101.0
O\LMH”””%‘”\”‘W‘”‘W‘”\””\”‘W‘”‘W‘”\”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
460 4.80 5.00 5.20
5000 m/z 58.10 15.50%
101.0
0“5
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl- R RN EEE R R
43.0 4.60 4.80 5.00 5.20

m/z 73.00 12.27%

5000
”1010
0 U l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Data Path :
Data File :
Acq On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\
BP012258.D
: 21 Oct 2022 22:24

Operator : CG/JU

Sample
Misc
ALS Vvial : 53

Quant Method :
Quant Title

TIC Library

: N5064-11

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101922.M

. 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 2 unknown-01 Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
19.163 2.83 ng/ul 654196  Phenanthrene-di0 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, 2-ethoxyethyl pro... 176 C8H1604 1000331-38-4 27
2 Maleic acid 116 C4H404 000110-16-7 22
3 1-Naphthalenecarboxamide, N,N-di... 199 C13H13NO 003815-24-5 18
4 1-Methyl-4-(4-piperidinyl)pipera... 255 C13H29N3Si 1000469-37-1 18
5 (2R)-(-)-Glycidyl p-toluenesulfo... 228 C10H1204S 113826-06-5 11

Abundance Scan 2750 (19.162 min): BP012258.D\data.ms (-2744) (- m/z 91.00 100.00%
91.0
155.0
5000
T ‘ T T ‘ A T
‘ 16.0 19.00 19.50
ol i LY, 28203452 4310 5030 u; 155,00 72.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #51401: Carbonic acid, 2-ethoxyethyl propyl ester
72.0
5000 T ‘ \/¥‘
19.00 19.50
m/z 72.00 65.30%
‘ ﬂe,z.o
O‘\\JLW’\‘\J\L‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8986: Maleic acid
72.0
— o
19.00 19.50
5000 m/z 59.00 48.90%
ol30ll | |
R RN N AR RRRRRERRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #74909: 1-Naphthalenecarboxamide, N,N-dimethyl- — =
155.0 19.00 19.50
m/z 45.00 47.07%
5000
0 77'01 I ‘
‘\\\\’\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\
Data File : BP@12258.D

Acq On : 21 Oct 2022 22:24
Operator : CG/JU

Sample : N5064-11

Misc

ALS Vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101922.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 Oxalic acid, isobutyl hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.027 2.50 ng/ul 679775  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 91
3 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
4 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 91
5 Eicosane 282 (C20H42 000112-95-8 86
Abundance Scan 3067 (21.027 min): BP012258.D\data.ms (-3063) (- m/z 57.10 100.00%
57.1
} 21.00 |
207.0 2831 :
0 H«_w‘ h ﬂ mm"‘_H‘_“3‘5"5“1“4‘161““7‘7‘2‘5%9 m/z 43.10 71.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 e :
21.00
m/z 71.05 60.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #301027: Oxalic acid, isobutyl octadecyl ester
57.0
T
21.00
5000 m/z 55.10 48.99%
oL MH 2240 *%7°
‘H‘H“‘H‘_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H‘W‘H‘“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #265881: Oxalic acid, isobutyl pentadecyl ester N
57.0 21.00
m/z 83.05 45.51%
255.0
R At
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102022\
Data File : BP@12258.D

Acqg On : 21 Oct 2022 22:24
Operator : CG/JU

Sample : N5064-11

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101922.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-Pentanone, 4-... 4.934 2.1 ng/ul 250557 1 7.822 2384860 20.0
unknown-01 19.163 2.8 ng/ul 654196 4 17.233 4624200 20.0
Oxalic acid, is... 21.027 2.5 ng/ul 679775 5 21.321 5435890 20.0
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