LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@31522\
Data File : BN018964.D

Acqg On : 16 Mar 2022 00:57
Operator : CG/JU

Sample : N1818-20

Misc :

ALS Vvial : 15 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-BN©31522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@18964.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 43 47 59 rVB 62673 89495  1.42% 0.133%
2 3.534 90 93 106 rBvV 124659 178094 2.82% 0.264%
3 3.681 114 118 137 rBV 741878 1173448 18.57% 1.743%
4 4.034 175 178 185 rVvB2 12160 16891 0.27% 0.025%
5 4.399 238 240 247 rVB7 4363 8192 0.13% 0.012%
6 4.969 331 337 340 rBV3 15065 22652 0.36% 0.034%
7 5.187 370 374 380 rBV2 5175 8212 0.13% 0.012%
8 5.958 501 505 511 rVB 10001 15328 0.24% 0.023%
9 6.899 660 665 671 rBV9 3993 10126 0.16% 0.015%
106 7.046 683 690 701 rBV 1132045 1765553 27.95% 2.622%
11 7.216 712 719 727 rBV 839150 1348124 21.34% 2.002%
12 7.281 727 730 734 rVB 5990 8226 0.13% 0.012%
13 7.416 747 753 762 rBV 1079121 1728538 27.36% 2.567%
14 7.487 762 765 773 rVB2 7099 12859 0.20% 0.019%
15 7.893 827 834 842 rBV 795060 1222912 19.36% 1.816%
16 7.957 842 845 849 rVB2 8332 12677 0.20% 0.019%
17 8.593 946 953 965 rBV 1341073 2170384 34.35%  3.223%
18 8.710 969 973 982 rVB3 8734 16014 0.25% 0.024%
19 9.052 1023 1031 1041 rBV 1069553 1730272 27.39% 2.569%
20 9.222 1054 1060 1064 rVB6 9665 15873 0.25% 0.024%
21 9.504 1100 1108 1113 rBV2 15454 23780 0.38% 035%

22 9.775 1147 1154 1166 rBV 950430 1501375 23.76%
23 10.316 1238 1246 1264 rBV 1360249 2238349 35.43%
24 10.469 1266 1272 1284 rBV 233115 376037 5.95%

NOWN®
w
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i
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25 10.698 1304 1311 1319 rBV 1109314 1835959 29.06% 726%
26 10.828 1325 1333 1342 rBV 1369784 2289807 36.24%  3.400%
27 12.287 1577 1581 1588 rVB2 26651 37731 ©0.60% 0.056%
28 13.140 1723 1726 1731 rVB5 4485 6479 0.10% 0.010%
29 13.363 1758 1764 1770 rVB2 8405 12508 0.20% 0.019%
30 13.428 1770 1775 1780 rBV2 9908 15281 0.24% 0.023%
31 13.498 1783 1787 1793 rVB4 5574 7815 0.12% 012%

32 13.934 1854 1861 1867 rBV 2457627 3383378 53.55%
33 14.222 1903 1910 1922 rVB 2782087 4061633 64.29%
34 14.434 1941 1946 1951 rVB2 7309 10415 0.16%
35 14.528 1955 1962 1971 rBV 1736230 2530246 40.05%

woouo
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w
N
R

36 14.710 1984 1993 2009 rBV 1212111 1722715 27.27% 2.558%

SFAM-EPA-BN@31522.M Thu Mar 17 15:28:16 2022 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@31522\
Data File : BN018964.D

Acqg On : 16 Mar 2022 00:57
Operator : CG/JU

Sample : N1818-20

Misc :

ALS Vvial : 15 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-BN©31522.M
Title : SVOA CALIBRATION
37 14.875 2016 2021 2027 rVB7 4730 10017 ©0.16% 0.015%
38 14.939 2027 2032 2036 rBV5 10203 14681 0.23% 0.022%
39 15.045 2045 2050 2058 rVB7 3214 8773 0.14% 0.013%
40 15.122 2058 2063 2065 rBV2 4470 6863 0.11% 0.010%
41 15.339 2094 2100 2103 rBvV3 8739 15791 0.25% 0.023%
42 15.381 2103 2107 2111 rVB2 13557 17201 0.27% 0.026%
43 15.516 2123 2130 2142 rBV 3376331 4946420 78.29% 7.345%
44 15.628 2143 2149 2165 rBV 1210093 1605700 25.42%  2.384%
45 15.757 2167 2171 2175 rBV 17856 22430 0.36% 0.033%
46 15.957 2202 2205 2210 rVB6 6986 10682 0.17% 0.016%
47 16.210 2242 2248 2251 rBV2 30038 43565 0.69% 0.065%
48 16.304 2261 2264 2268 rVB6 7148 9801 ©0.16% 0.015%
49 16.416 2277 2283 2287 rVB7 5332 9639 0.15% 0.014%
50 16.516 2296 2300 2307 rVB6 6626 9483 0.15% 0.014%
51 16.869 2354 2360 2364 rBV5 4415 8244 0.13% 0.012%
52 17.039 2384 2389 2390 rBvV3 8300 12722 0.20% 0.019%
53 17.269 2420 2428 2434 rBV 2122235 3030240 47.96% 4.500%
54 17.369 2438 2445 2454 rVV 3629908 5326472 84.31% 7.910%
55 17.451 2456 2459 2464 rVB3 24862 33445 0.53% 0.050%
56 17.639 2487 2491 2495 rBv4 6114 12492 0.20% 0.019%
57 17.939 2537 2542 2547 rBV 36458 44346 0.70% ©0.066%
58 18.163 2575 2580 2589 rBV 68630 121698 1.93% 0.181%
59 18.227 2589 2591 2597 rVB5 6939 13294 0.21% 0.020%
60 18.469 2627 2632 2641 rVB5 4579 11701 0.19% 0.017%
61 18.592 2649 2653 2660 rBV5 18611 23737 0.38% 0.035%
62 18.963 2711 2716 2721 rVB7 3891 7255 0.11% 0.011%
63 19.022 2722 2726 2730 rBV7 5051 7244 0.11% 0.011%
64 19.110 2738 2741 2746 rVB3 27233 28770 0.46% 0.043%
65 19.222 2755 2760 2767 rBV3 53409 82096 1.30% 0.122%
66 19.292 2767 2772 2775 rVV 55753 77373 1.22% 0.115%
67 19.322 2775 2777 2784 rVB2 16663 22569 0.36% 0.034%
68 19.439 2793 2797 2802 rBV6 11244 19806 0.31% 0.029%
69 19.586 2819 2822 2827 rBV5 10917 13792 0.22% 0.020%
70 19.657 2827 2834 2840 rBV 4679760 6317808 100.00%  9.382%
71 20.163 2917 2920 2924 rBV5 11806 18423 0.29% 0.027%
72 20.651 3000 3003 3006 rBV 25552 27353 0.43% 0.041%
73 21.151 3084 3088 3097 rBV 379768 479685 7.59% 0.712%
74 21.445 3132 3138 3148 rBV 2650953 3348850 53.01% 4.973%
75 21.604 3161 3165 3168 rBV3 25947 32951 0.52% 0.049%
76 22.063 3239 3243 3250 rBV3 39324 68572 1.09% 0.102%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@31522\
Data File : BN018964.D

Acqg On : 16 Mar 2022 00:57
Operator : CG/JU

Sample : N1818-20

Misc

ALS Vvial : 15 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-BN©31522.M
Title : SVOA CALIBRATION

77 22.545 3321 3325 3332 rVB3 106909 184769  2.92% 0.274%
78 23.104 3416 3420 3425 rVB 123962 172622 2.73% 0.256%
79 23.680 3510 3518 3524 rBV 2860840 5720893 90.55% 8.496%
80 23.833 3536 3544 3554 rVB2 1507921 3027052 47.91%  4.495%
81 24.445 3642 3648 3656 rVB 133801 279040 4.42% 0.414%
82 24.533 3658 3663 3671 rVB5 52014 114955 1.82% 0.171%

83 25.274 3784 3789 3800 rVB2 125624 311267 4.93% 0.462%

Sum of corrected areas: 67339960
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@31522\
Data File : BN@18964.D

Acqg On : 16 Mar 2022 00:57
Operator : CG/JU

Sample : N1818-20

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©31522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN018964.D\data.ms
4000000
3000000
2000000
8.593 10.316 10.828
7.0467 416 9.052 9.775 10.6
1000000 3681 7.216 7.893 '
0.469
ol 326493  40344.309  4.969187 5.958 6.898 7.281487 7l957 710 |9.229.504
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
Time--> 3.00 350 4.00 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BN018964.D\data.ms
19.657
4000000
17.369
15.516
3000000 14.922
13.934
17.269
2000000 14528
4.710 15.628
1000000
12.287 13. 1/RR36288 { J L4.4 4 llas TIN5, 1570524 BB 66 693 .ﬂsbw.mmawzmm%e 20.163
T T e e e s
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN018964.D\data.ms
4000000
23.680
3000000 01,445
2000000
JF3.833
1000000
21.151
651 1,604 22.063 22.545 23i04 2@#53 25.274
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 21.50 22.00 22.50 23.00 2350 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_N\Data\BN@31522\
Data File : BN@18964.D

Acqg On : 16 Mar 2022 00:57
Operator : CG/JU

Sample : N1818-20

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©31522.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 R-(-)-1,2-propanediol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.534 2.91 ng/ul 178094 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
2 Propylene Glycol 76 C3H802 000057-55-6 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance  Scan 93 (3.534 min): BN018964.D\data.ms (-90) (-) m/z 45.00 100.00%

48.0
5000

3.20 3.40 3.60 3.80

ol et A9 3908 sz 42,95 18.55%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1091: R-(-)-1,2-propanediol
43.0

5000 ‘W“”\‘”‘\”“W“‘
3.20 3.40 3.60 3.80
m/z 61.00 6.48%
190‘ ‘
0‘“‘MHM‘\M‘“\‘H‘W‘“w““w“‘\w“\‘w‘\“H\
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #1083: Propylene Glycol
45.0
3503&03%0350 |
0**}%QWH\MH”H*ZQPH**!H**\H**\H**\H**\H** WWfJ\WMWJ\%ANWNNMW
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #342: 1sopropyl Alcohol T EEEmmEEEEESE R
45.0 3.20 3.40 3.60 3.80

m/z 42.00 3.68%

5000
19.0 ‘
0 | M\ A

m/z--> 20 40 60 80 100 120 140 160 180 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@31522\
Data File : BN@18964.D

Acqg On : 16 Mar 2022 00:57
Operator : CG/JU

Sample : N1818-20

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©31522.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.469 4.10 ng/ul 376037 Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
Abundance Scan 1272 (10.469 min): BN018964.D\data.ms (-1266) (- m/z 57.10 100.00%
57.1
5000
=
‘ 87‘-0 1520 10.50
bl Mol Ly e 1668 2070 ny; 45,00 99.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 1
10.50
75.0 m/z 41.05 38.29%
150 | 1900 1320
0 H\\‘1‘\“\‘1‘\\}‘\H\‘\\M“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
Wi
10.50
5000 m/z 75.00 19.10%
75.0
0250|190 w0 a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- e
57.0 10.50
m/z 56.10 17.79%
5000
29.0
‘ 87.0 /\
ol bl e dl oy 1329 LSWATIR
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@31522\
Data File : BN@18964.D

Acqg On : 16 Mar 2022 00:57
Operator : CG/JU

Sample : N1818-20

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©31522.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.151 2.86 ng/ul 479685  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 3088 (21.151 min): BN018964.D\data.ms (-3084) (- m/z 57.05 100.00%
57.0

97.0
5000
= ==
‘ H * 2071 280.3 21.00 21.50
ol AR VTS L D0t 2808 356, 55,05  94.35%
m/z--> 50 100 150 2000 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 N ==
21.00 21.50
m/z 43.05 89.83%
ol LU 3390 020200 2300
m/z--> O 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55,0
97.0
= =
21.00 21.50
5000 ITI/Z 83.05 89.75%
0L5-Q“\ | H\ \‘ * \h h 1820 224.0 266.0
R ‘ ‘ e R
m/z--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate = =
57.0 21.00 21.50
7.0 m/z 69.05 81.05%
5000 ﬂLMJMK
0 \\ LT} ) 0 18202220 2940 3490
—— “ A B IR e e o — ===
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@31522\
Data File : BN@18964.D

Acqg On : 16 Mar 2022 00:57
Operator : CG/JU

Sample : N1818-20

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©31522.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

25.274 2.06 ng/ul 311267 Perylene-d12 23.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 81
3 Triacontane 422 C30H62 000638-68-6 80
4 Hexacosane 366 C26H54 000630-01-3 76
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 72

Abundance Scan 3789 (25.274 min): BN018964.D\data.ms (-3784) (- m/z 57.05 100.00%

57.0
5000

‘ | ]1’13 1 25.00 25.50

169.1
AL SP002250 8130 887.0 4760 ;0 71.05  68.75%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0

5000
25 00 25 50
m/z 43.10 57.71%

oL LT 600 22502810 3650
\\‘\f\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158610: Octadecane, 2-methyl-

43.(

o

25 00 25 50
5000 m/z 85.10 50.44%
11 100 20
Ot A e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #314331: Triacontane
57.0 25 00 25 50

m/z 99.10  21.51%

5000 A
0 L “ I‘ L7 19\0.2‘25028103370 4220 /\/"'\Am

m/z--> 50 100 150 200 250 300 350 400 450 25 00 25 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@31522\
Data File : BN©18964.D

Acqg On : 16 Mar 2022 00:57
Operator : CG/JU

Sample : N1818-20

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©31522.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|
R-(-)-1,2-propa... 3.534 2.9 ng/ul 178094 1  7.893 1222910 20.0
Ethanol, 2-(2-b... 10.469 4.1 ng/ul 376037 2 10.698 1835960 20.0
(DEL) Alkane: S... 21.151 2.9 ng/ul 479685 5 21.445 3348850 20.0
(DEL) Alkane: S... 25.274 2.1 ng/ul 311267 6 23.833 3027050 20.0
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