LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041423\
Data File : BN@24880.D

Acqg On : 14 Apr 2023 04:18
Operator : CG/JU

Sample : 02275-05

Misc :

ALS Vvial : 26 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©41023.M
Title : SVOA CALIBRATION

Signal : TIC: BN@24880.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.269 106 14 19 rBV 171097 301812 1.66% 0.190%
2 3.310 19 21 26 rvVB 96163 126687 0.70% 0.080%
3  3.593 65 69 92 rBV 522794 947377 5.20%  0.596%
4 3.740 92 94 123 rVB 512195 1096356 6.02% 0.690%
5 3.969 131 133 140 rVB3 14098 23635 ©0.13% 0.015%
6 4.069 146 150 161 rVB 32951 64573 ©0.35% 0.041%
7 4.610 235 242 260 rVB 383188 739847 4.06%  0.466%
8 6.246 516 520 529 rVvB 30653 53781 ©.30% 0.034%
9 6.922 629 635 641 rBV4 17724 41358 0.23% 0.026%
106 7.098 658 665 678 rVB 649258 1065545 5.85% 0.671%
11  7.269 686 694 705 rBV 2278282 3661437 20.10% 2.305%
12 7.463 720 727 737 rBV 2137886 3555929 19.52% 2.239%
13 7.551 739 742 750 rVB2 28084 47076 0.26% ©.030%
14 7.822 784 788 795 rBV6 12927 22735 0.12% 0.014%
15 7.940 801 808 815 rBV 1824990 2942807 16.15% 1.853%
16 8.004 815 819 827 rVB 18142 34311 0.19% 0.022%
17 8.651 921 929 941 rBV 1749835 2817477 15.46% 1.774%
18 9.110 997 1007 1016 rBV 2748127 4496647 24.68%  2.831%
19 9.834 1117 1130 1145 rBV 2406790 3898974 21.40% 2.455%
20 10.369 1213 1221 1233 rBV 3123778 5172524 28.39% 3.257%
21 10.751 1276 1286 1294 rBV 2579349 4303041 23.62% 2.709%
22 10.892 1302 1310 1323 rBV 2957406 4937962 27.10% 3.109%
23 11.539 1414 1420 1424 rBV3 16043 30989 0.17% 0.020%
24 12.163 1521 1526 1531 rVB6 11211 19471 0.11% 0.012%
25 12.339 1550 1556 1565 rVB2 58316 97657 0.54% 0.061%
26 13.404 1733 1737 1743 rVB3 17471 26636 0.15% 0.017%
27 13.475 1743 1749 1755 rVWW2 21807 36406 ©0.20% ©0.023%
28 13.557 1759 1763 1765 rVV5 11563 18725 ©0.10% 0.012%
29 13.586 1765 1768 1775 rVB2 18055 30491 0.17% 0.019%
30 13.992 1829 1837 1847 rBV 5891830 8346893 45.81% 5.255%
31 14.104 1852 1856 1863 rVB8 14449 23273  0.13% 015%
32 14.175 1863 1868 1873 rBV 40165 58946 0.32% 037%

33 14.280 1879 1886 1903 rVB 6624692 9808332 53.83%
34 14.586 1931 1938 1946 rBV 3816684 5596155 30.71%
35 14.680 1949 1954 1962 rVB 11825 29446  0.16%
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36 14.780 1965 1971 1989 rBV 584325 977049 5.36% ©0.615%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041423\
Data File : BN@24880.D

Acqg On : 14 Apr 2023 04:18
Operator : CG/JU

Sample : 02275-05

Misc :

ALS Vvial : 26 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©41023.M
Title : SVOA CALIBRATION
37 14.992 2003 2007 2016 rVB9 25497 44212 0.24% ©0.028%
38 15.374 2068 2072 2077 rBV2 12863 20956 ©0.12% 0.013%
39 15.574 2099 2106 2119 rBV 7985154 11826784 64.91% 7.446%
40 15.692 2120 2126 2140 rVV 3508084 4794617 26.32% 3.019%
41 15.816 2140 2147 2153 rVB6 47390 95503 0.52% 0.060%
42 15.939 2162 2168 2176 rBV 1442560 1918152 10.53% 1.208%
43 16.310 2228 2231 2236 rVB5 26289 37826 0.21% 0.024%
44 16.504 2259 2264 2272 rVB 281240 370606 2.03% 0.233%
45 17.086 2359 2363 2366 rBv4 23025 30538 0.17% 0.019%
46 17.333 2398 2405 2412 rBV 4776838 6776462 37.19% 4.266%
47 17.433 2415 2422 2435 rBV2 9259753 13401989 73.56%  8.438%
48 18.221 2551 2556 2561 rBV 298486 422549  2.32% 0.266%
49 18.310 2569 2571 2576 rVB2 61471 74552 0.41% 0.047%
50 19.286 2733 2737 2743 rBV 134667 204687 1.12% 0.129%

51 19.357 2746 2749 2755 rVB 138620 203280 1.12% ©0.128%
52 19.492 2769 2772 2778 rBV 189636 262183 1.44% .165%
53 19.727 2806 2812 2818 rBV 11521200 15667096 85.99% 9.864%
54 21.221 3062 3066 3073 rBV2 318782 455963 2.50% ©.287%

()

55 21.521 3111 3117 3126 rBV2 5651267 7569601 41.55% 4.766%
56 22.639 3304 3307 3313 rVB2 170761 232662 1.28% ©.146%
57 22.780 3328 3331 3337 rVB 372965 502737 2.76% 0.317%
58 23.203 3399 3403 3409 rVB 221503 352773 1.94% ©.222%
59 23.809 3497 3506 3523 rBV2 8488490 18219963 100.00% 11.471%
60 23.962 3525 3532 3546 rVB2 4142489 8333056 45.74% 5.247%
61 24.568 3630 3635 3645 rVB 352677 742474  4.08% ©0.467%

62 25.427 3776 3781 3790 rVB 352833 815976 4.48% 0.514%

Sum of corrected areas: 158829557
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 14 Apr 2023 04:18
: CG/JU
: 02275-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41423\
BN©24880.D

: 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN024880.D\data.ms
1e+07
8000000
6000000
4000000
9.110 10.369 119802
7.26%63 9.834 .
2000000 7.940 8.651
30340 7.09
03 I |3 8689 4610 6.246 6.923, 557.84004 11,539
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Time--> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 1000 10.50 1100 11.50
Abundance TIC: BN024880.D\data.ms
19.727
1e+07 17.433
8000000 15.574
14.280
6000000 13.992
17.333
4000000 14.586 15.692
2000000 15.939
4.780 JL 04 _J 1823} 10086792
01218339 1SIMBEE 1441065 14 6804.99215.374 16. %?cf’ 17086/  1883%0 109186797
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Time-> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15. 50 16,00 1650 17.00 1750 18.00 1850 19.00 19.50 2000 20.50
Abundance TIC: BN024880.D\data.ms
1e+07
23.809
8000000
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6000000
Jgs.gez
4000000
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30 24.568 25.427
21.221 22?@9§ 23.203
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 2650 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\BN041423\
Data File : BN@©24880.D

Acq On : 14 Apr 2023 04:18
Operator : CG/JU

Sample : 02275-05

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (S)-(+)-1,2-Propanediol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.593 6.44 ng/ul 947377  1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 Propylene Glycol 76 C3H802 000057-55-6 43
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
5 2-Pentanol 88 C5H120 006032-29-7 9
Abundance  Scan 69 (3.593 min): BN024880.D\data.ms (-65) (-) m/z 44.95 100.00%

45.0
5000

I RS LR
3.40 3.60 3.80 4.00

759 105.0 1328 1757 207.9 0
e 22 A05:0 1328 45,7 2079 0 m/z 43.00  19.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

5000 R e
3.40 3.60 3.80 4.00

m/z 44.00 5.51%

190, | 750
\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1091: R-(-)-1,2-propanediol
45.0

3.40 3.60 3.80 4.00

o

o

5000 m/z 61.00 5.26%
190‘ ‘
0HH\*H‘wl***\‘**7*6*\0”*wHw*H\mew”w”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1083: Propylene Glycol /‘\m A RRRRNRRESREG
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.45%

19.0) h | 76.0

Ol bt b O e e T T
miz--> 20 40 60 80 100 120 140 160 180 200 220 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041423\
Data File : BN©24880.D

Acq On : 14 Apr 2023 04:18

Operator : CG/JU

Sample : 02275-05

Misc

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.M
Quant Title : SVOA CALIBRATION

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzophenone

Concentration Rank 1

R.T. EstConc Area Relative to ISTD
15.939 6.86 ng/ul 1918150  Acenaphthene-d10
Hit# of 5 Tentative ID MW MolForm

1 Benzophenone
2 Benzophenone
3 Benzophenone
4 Benzophenone
5 Benzophenone

182 C13H1e0
182 C13H1e0
182 C13H100
182 C13H1e0
182 C13H1e0

000119-61-9 97
000119-61-9 97
000119-61-9 97
000119-61-9 95
000119-61-9 91

Abundance Scan 2168 (15.939 min): BN024880.D\data.ms (-2162) (- m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
T
16.00
152.1
Ol A 1270298 L2070 g6 05 72.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0 N
5000 T T T T T
16.00
51.0 m/z 182.00  45.17%
0 2?0 . ull | 127.0 15%O ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
=
77.0 16.00
5000 182.0 ITI/Z 50.95 37.08%
51.0
o 20 | | 12701520 |
R R o e A i mam e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone e
105.0 16.00
m/z 50.00 12.65%
77.0 182.0
5000
51.0
O b b RO D L I
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN041423\
Data File : BN@24880.D

Acqg On : 14 Apr 2023 04:18
Operator : CG/JU

Sample : 02275-05

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41023.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|
(S)-(+)-1,2-Pro...  3.593 6.4 ng/ul 947377 1  7.940 2942810 20.0
Benzophenone 15.939 6.9 ng/ul 1918150 3 14.586 5596160 20.0
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