LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BPO13177.D

Acqg On : 20 Dec 2022 21:03
Operator : CG/JU

Sample : N6009-10

Misc :

ALS Vvial : 58 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-BP120722.M
Title : SVOA CALIBRATION

Signal : TIC: BPO13177.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.340 22 26 32 rVB 94982 129687 1.45% 0.136%
2 3.617 70 73 88 rBv 343499 491883 5.50% 0.516%
3  3.770 97 99 112 rBV 433600 667365 7.46% 0.701%
4 3.870 114 116 122 rVB 34376 44508 0.50% 0.047%
5 3.999 133 138 143 rVB 48183 72636 0.81% 0.076%
6 4.093 151 154 159 rBV 31970 37625 0.42% 0.040%
7 4.470 216 218 224 rVB6 11912 16708 ©0.19% 0.018%
8 5.040 309 315 320 rVB2 50365 98806 1.10% ©0.104%
9 5.140 328 332 337 rVB7 8911 14595 0.16% 0.015%
10 7.111 659 667 679 rBV 1508977 2380914 26.61% 2.500%
11  7.281 690 696 709 rVB 1244065 1958818 21.90% 2.056%
12 7.481 722 730 739 rBV 1574399 2430292 27.17% 2.551%
13 7.564 741 744 751 rVB6 14090 23340 0.26% 0.025%
14 7.764 775 778 786 rBvie 6341 11993 0.13% 0.013%
15 7.952 802 810 818 rBV 1569863 2460146 27.50% 2.583%
16 8.011 818 820 826 rVB6 8454 12005 ©0.13% 0.013%
17 8.663 924 931 942 rBV 1546374 2470288 27.61% 2.593%
18 8.781 946 951 962 rVB 85886 153178 1.71% 0.161%
19 9.122 1002 1009 1020 rBV 1450633 2385469 26.67% 2.504%
20 9.281 1032 1036 1042 rVB9 8051 13224 0.15% 0.014%
21 9.528 1073 1078 1082 rVB2 27672 47057 ©0.53% 0.049%
22 9.846 1124 1132 1147 rBV 1221392 2029409 22.69% 2.131%
23 9.999 1152 1158 1160 rBV6 8151 13501 0.15% 0.014%
24 10.069 1166 1170 1177 rVB9 9407 16642 ©0.19% 0.017%
25 10.199 1188 1192 1198 rBV3 7860 13788 ©0.15% 0.014%
26 10.387 1216 1224 1236 rBV 1849038 3080428 34.43% 3.234%
27 10.546 1248 1251 1257 rVB8 10597 16428 ©0.18% 0.017%
28 10.769 1279 1289 1296 rBV 2091988 3505335 39.18% 3.680%
29 10.905 1304 1312 1326 rBV 1263732 2217526 24.79% 2.328%
30 11.299 1373 1379 1386 rVB 12586 25649 0.29% 0.027%
31 11.440 1395 1403 1406 rBVvV9 5174 10544 0.12% 0.011%
32 11.557 1417 1423 1428 rBV8 16131 34815 0.39% 0.037%
33 11.604 1428 1431 1438 rVB9 7384 13095 0.15% 0.014%
34 12.022 1498 1502 1506 rVB6 8607 11740 0.13% 0.012%
35 12.181 1523 1529 1533 rVB7 11686 20531 9.23% 0.022%
36 12.257 1537 1542 1547 rBV7 10153 20646 0.23% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BPO13177.D

Acqg On : 20 Dec 2022 21:03
Operator : CG/JU

Sample : N6009-10

Misc :

ALS Vvial : 58 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-BP120722.M
Title : SVOA CALIBRATION
37 12.352 1553 1558 1563 rBv2 33908 54666 ©0.61% 0.057%
38 12.457 1571 1576 1585 rBV7 36002 70348 0.79% 0.074%
39 12.863 1643 1645 1650 rVB6 7361 11170 0.12% 0.012%
40 13.122 1684 1689 1693 rBv8 6382 11401 0.13% 0.012%
41 13.199 1700 1702 1707 rVB6 6992 11890 0.13% 0.012%
42 13.410 1734 1738 1745 rVB2 29693 43718 0.49% 0.046%
43 13.487 1745 1751 1753 rBV7 9232 15413 0.17% 0.016%
44 13.634 1770 1776 1782 rBV7 6802 13532 ©0.15% 0.014%
45 13.916 1818 1824 1830 rBV7 16888 28908 ©0.32% 0.030%
46 13.998 1831 1838 1848 rBV 2979411 4237813 47.37% 4.449%
47 14.110 1854 1857 1862 rVB7 9456 13683 ©0.15% 0.014%
48 14.287 1880 1887 1899 rVV 3401624 5128068 57.32% 5.384%
49 14.422 1906 1910 1913 rBV6 6325 9700 0.11% 0.010%
50 14.481 1916 1920 1924 rVB3 16287 21408 0.24% 0.022%
51 14.593 1929 1939 1948 rBV 2893955 4322394 48.32% 4.538%
52 14.793 1967 1973 1992 rBV 915271 1536354 17.17% 1.613%
53 14.945 1995 1999 2004 rVV5 24412 38862 0.43% 0.041%
54 15.010 2004 2010 2014 rVV6 36083 66336 0.74% 0.070%
55 15.310 2056 2061 2065 rBvV8 5147 10290 0.12% 0.011%
56 15.381 2067 2073 2075 rBV7 8740 13628 ©0.15% 0.014%
57 15.587 2101 2108 2116 rBV 4460706 6232868 69.67% 6.543%
58 15.704 2122 2128 2139 rBV 1070999 1507297 16.85% 1.582%
59 15.828 2145 2149 2155 rVB4 24903 41469 0.46% 0.044%
60 15.951 2165 2170 2177 rVB 142790 205489 2.30% 0.216%
61 16.157 2202 2205 2209 rBV6 6476 10442 0.12% 0.011%
62 16.298 2224 2229 2236 rBV6 13712 33118 0.37% 0.035%
63 16.481 2257 2260 2265 rVB7 7450 11709 0.13% 0.012%
64 16.875 2324 2327 2333 rBV8 6331 12788 ©0.14% 0.013%
65 17.298 2397 2399 2402 rBvV3 7654 10102 0.11% 0.011%
66 17.351 2402 2408 2414 rVV 3099775 4476601 50.04% 4.700%
67 17.392 2414 2415 2419 rW 47875 44793 0.50% 0.047%
68 17.451 2419 2425 2434 rVV 4188872 5941401 66.41% 6.237%
69 17.545 2438 2441 2445 rVB6 23471 32929 0.37% 0.035%
70 18.222 2551 2556 2566 rBV 273702 444373 4.97% 0.467%
71 18.634 2622 2626 2629 rBV 109357 126555 1.41% 0.133%
72 19.257 2729 2732 2738 rVB2 72407 93635 1.05% 0.098%
73 19.328 2740 2744 2745 rVWVW 70339 96220 1.08% 0.101%
74 19.357 2746 2749 2754 rVB 128885 172670 1.93% 0.181%
75 19.451 2761 2765 2769 rBv4 99995 135837 1.52% 0.143%
76 19.681 2798 2804 2814 rBV 5705084 7586099 84.80% 7.964%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BPO13177.D

Acqg On : 20 Dec 2022 21:03
Operator : CG/JU

Sample : N6009-10

Misc

ALS Vvial : 58 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-BP120722.M
Title : SVOA CALIBRATION

77 20.610 2960 2962 2967 rVB3 113357 113265 1.27% 0.119%
78 21.128 3046 3050 3054 rBV 721755 990179 11.07% 1.040%
79 21.439 3098 3103 3108 rBV 3532506 4974806 55.61% 5.223%
80 23.133 3386 3391 3396 rBV 1196407 2015586 22.53% 2.116%
81 23.757 3490 3497 3516 rVB2 4160900 8946028 100.00%  9.392%
82 23.916 3518 3524 3537 rVB2 2735372 5712177 63.85% 5.997%

83 24.533 3624 3629 3638 rVB 1237493 2674358 29.89% 2.808%

Sum of corrected areas: 95252990
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13177.D

Acq On : 20 Dec 2022 21:03
Operator : CG/JU

Sample : N6009-10

Misc

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP013177.D\data.ms

5000000
4000000

3000000

10.769
2000000 10.387
7.111 7481 7.952 8.663 9.122

7.281 9.846 905
1000000
36770
03.340 82993 4470  5.94Q0 564768 .289.528 |9@@BPI90.546 11120BIERT,

Time--> 350 4.00 450 500 550 6.00 650 700 7.50 800 8.50 900 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP013177.D\data.ms
19.681
5000000
15.587
17.451
4000000
14.287
17.351
3000000 13.998 | 14.503
2000000
5.704
1000000
18.222
1 1@
2 TRARBHE 712,863 IABIOTIS 9461 1 L 15 ¥ mre818116.875 11268845 18.634
e . s e
Time--> 12.00 12,50 13.00 1350 14.00 14.50 15.00 1550 16.00 16,50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP013177.D\data.ms
23.757
5000000
21.439
4000000 43916
3000000
23.133 24.533
2000000
21.128
1000000
1610
LA
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 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_P\Data\BP121922\
Data File : BP@13177.D

Acq On : 20 Dec 2022 21:03
Operator : CG/JU

Sample : N6009-10

Misc

ALS Vial : 58 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 Propylene Glycol Concentration Rank 3

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

3.617 4.00 ng/ul 491883 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 83
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
3 Propylene Glycol 76 C3H802 000057-55-6 43
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance  Scan 73 (3.617 min): BP013177.D\data.ms (-70) (-) m/z 45.05 100.00%
45.0

—

5000
B A REREE EE
3.40 3.60 3.80 4.00
ob di  1439209026883269 43024889549 .., 43.00 18.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 UL LA LN LA B B B
3.40 3.60 3.80 4.00
m/z 60.95 5.87%
O‘\‘\\Ll\‘“q\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
RN AR AR
3.40 3.60 3.80 4.00
5000 m/z 44.05 5.63%
Ot e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1085: Propylene Glycol e M
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.14%
h VV\ML\J\/
o‘Jum‘lm‘ww_‘H,‘HwH_m_wwwww

3.40 3.60 3.80 4.00

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

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
BPO13177.D

: 20 Dec 2022 21:03
: CG/JU
: N6009-10

: 58

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 (DEL) Alkane: Cyclic21.128 Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
21.128 3.98 ng/ul 990179  Chrysene-di12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 97
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 1-Eicosene 280 C20H40 003452-07-1 94
4 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 93

5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3050 (21.128 min): BP013177.D\data.ms (-3046) (- m/z 57.10 100.00%
57.1
5000 ijWMAﬁ&J\xwvdx/MvNﬂv
— —
‘ 1ﬁ5-1 207.0 ,g1 0 21.00 21.50
b ML by T 8551 43094902549, /0 43,19 93.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T T
21.00 21.50
m/z 55.10 77.72%
i 30
0\29‘\.\‘\‘\\\‘\\‘\‘\‘A\“\\I\"“\l\“\‘\iz\?\g\‘ol\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)-
57.0
—— —
21.00 21.50
5000 m/z 83.10 65.55%
5.0
R A e AR ARRR RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173727: 1-Eicosene T —
43.0 21.00 21.50
m/z 69.10 60.18%
5000 111.0
280.0
DMl lgsee | ) SVa
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13177.D

Acq On : 20 Dec 2022 21:03
Operator : CG/JU

Sample : N6009-10

Misc

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 2
R.T. EstConc Area Relative to ISTD R.T.
23.133 7.06 ng/ul 2015590  Perylene-di12 23.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 3391 (23.133 min): BP013177.D\data.ms (-3386) (- m/z 57.10 100.00%

57.1
5000

‘ ——
23.00 23.50
1 252.1
o_HJ,uw ”_uﬁ [A930700 7, 8270 402.14608 5360 n/; 71.10  66.81%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 — —
23.00 23.50

43.10 63.81%

\“‘ || "0 197.0 267.0  367.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0

o

23 OO 23 50
5000 m/z 85.10 50.10%
169.0
O\HMW‘w‘wL“\”‘W‘%4%9”!”‘W‘”‘M‘”\”‘W‘”‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane — —
57.0 23.00 23.50

55.05  24.39%

5000 ‘J\hﬂ
127.0
L ‘H.u.u,fa?o 338.0

o d M 8T e

m/z--> 0 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\BP121922\
Data File : BP@13177.D

Acq On : 20 Dec 2022 21:03
Operator : CG/JU

Sample : N6009-10

Misc

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 1
R.T. EstConc Area Relative to ISTD R.T.
24.533 9.36 ng/ul 2674360  Perylene-di12 23.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 2-Methylpentacosane 366 C26H54 000629-87-8 94
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3629 (24.533 min): BP013177.D\data.ms (-3624) (- m/z 57.10 100.00%

57.1
5000

|ﬂlﬁ7 11832 2811 3795 475.0535.1 2450
obA i fiyofes  28L1 3795 47505381 n/z 71.10  70.46%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl-
43.0

5000
2450

m/z 43.10 61.65%

196.0
O\\‘\}\1\i‘ﬂ‘\ﬂ\\\\l‘l\W\\L“\\215‘3\\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275546: 2-Methylpentacosane
57.0

2450
5000 m/z 85.10 48.12%
323.0
| |l " IHHllgTH |
O ““H\‘H‘w“w‘w‘\w‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275540: Docosane, 9-butyl- — ‘
43.0 24.50

m/z 55.05 23.07%

5000
182.0
113.0 309.0
“ 252.0 366.0

O \”‘JMLMU”‘L\‘”‘w”“A“W“”\‘”‘\”“W“W‘

m/z--> 50 100 150 200 250 300 350 400 450 500 2450
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13177.D

Acqg On : 20 Dec 2022 21:03
Operator : CG/JU

Sample : N6009-10

Misc

ALS vial : 58 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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|
Propylene Glycol 3.617 4.0 ng/ul 491883 1 7.952 2460150 20.0
(DEL) Alkane: C... 21.128 4.0 ng/ul 990179 5 21.439 4974810 20.0
(DEL) Alkane: S... 23.133 7.1 ng/ul 2015590 6 23.916 5712180 20.0
(DEL) Alkane: S... 24.533 9.4 ng/ul 2674360 6 23.916 5712180 20.0
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