LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58044.D

Acqg On : 6 Jul 2023 10:44
Operator : CG/JU

Sample : 03258-07

Misc :

ALS Vvial : 28 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_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58044.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.359 42 46 49 rBV 11976 17730 0.88% 0.107%
2 3.394 49 52 57 rVB 17730 23664 1.18% 0.143%
3 3.770 111 116 124 rBV 72585 116797 5.80% 0.705%
4 3.876 131 134 138 rBV4 1802 2574 0.13% 0.016%
5 4.011 153 157 162 rVvB3 4605 6735 0.33% 0.041%
6 4.165 170 173 177 rBV3 2652 4006 0.20% 0.024%
7 7.084 674 680 689 rBV 51657 86188 4.28% 0.520%
8 7.242 699 707 716 rBV 180403 299084 14.86% 1.806%
9 7.448 735 742 750 rBV 165276 283832 14.11% 1.714%
10 7.918 815 822 830 rBV 151963 251914 12.52% 1.521%
11 7.977 830 832 839 rVBS 2698 4275 0.21% 0.026%
12 8.623 936 942 954 rVV 140876 251256 12.49% 1.517%
13 9.081 1011 1020 1027 rBV 212370 378952 18.83% 2.288%
14 9.381 1067 1071 1073 rVB4 1732 2510 0.12% 0.015%
15 9.804 1135 1143 1150 rBV 160830 290997 14.46% 1.757%

16 10.345 1228 1235 1246 rBV 231155 428145 21.28%
17 10.721 1291 1299 1307 rBV 221866 394326 19.60%
18 10.856 1315 1322 1330 rBV 209636 386870 19.23%
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19 12.301 1566 1568 1574 rVB3 2669 4258 0.21% 026%
20 13.376 1747 1751 1754 rVB4 1713 2662 0.13% 016%
21 13.441 1757 1762 1767 rVV3 4122 5920 0.29% 036%

22 13.958 1844 1850 1857 rBV 556342 787751 39.15%
23 14.252 1893 1900 1908 rBV 543955 876144 43.54%
24 14.557 1945 1952 1960 rBV 364900 581880 28.92%
25 14.757 1981 1986 1999 rBV2 44793 91694 4.56%
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26 15.286 2070 2076 2082 rBV 96616 128670  6.39%
27 15.398 2092 2095 2098 rVB3 1992 2256 0.11%
28 15.544 2113 2120 2134 rBV 782979 1211285 60.19%
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29 15.662 2134 2140 2154 rVV 284038 416391 20.69% 5147%
30 15.785 2158 2161 2166 rBV5 3432 5364 0.27% 032%
31 15.909 2176 2182 2193 rVB 75771 109942 5.46% 0.664%
32 16.250 2233 2240 2244 rBV5 2677 5460 0.27% 0.033%
33 16.473 2274 2278 2281 rBvV4 1972 2661 0.13% 0.016%
34 16.696 2312 2316 2318 rBV3 2336 3567 ©0.18% 0.022%
35 17.043 2372 2375 2379 rBV4 1903 3396 ©.17% 0.021%
36 17.084 2380 2382 2387 rVB3 1651 2420 0.12% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58044.D

Acqg On : 6 Jul 2023 10:44
Operator : CG/JU

Sample : 03258-07

Misc :

ALS Vvial : 28 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_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
37 17.301 2412 2419 2428 rBV 555916 825878 41.04%  4.987%
38 17.401 2428 2436 2448 rVV2 911580 1439720 71.55%  8.694%
39 17.677 2475 2483 2488 rBvVS8 2665 5982 0.30% 0.036%
40 17.783 2496 2501 2505 rBV3 2102 2824 0.14% 0.017%
41 18.065 2544 2549 2556 rBvV7 6334 13686 0.68% 0.083%
42 18.183 2564 2569 2578 rBv2 72458 111803 5.56% 0.675%
43 18.247 2578 2580 2584 rVB3 3959 5709 0.28% 0.034%
44 18.400 2603 2606 2611 rVv4 4586 4986 ©0.25% 0.030%
45 18.488 2615 2621 2625 rVB5 3513 4728 ©0.23% 0.029%
46 18.517 2625 2626 2635 rVB4 1918 2959 0.15% 0.018%
47 18.629 2643 2645 2650 rVB5 1769 2430 0.12% 0.015%
48 18.676 2650 2653 2657 rBvV3 3482 6032 0.30% 0.036%
49 18.741 2662 2664 2670 rVB5 1898 2464 0.12% 0.015%
50 18.846 2677 2682 2684 rBV5 1387 2088 0.10% 0.013%
51 18.946 2695 2699 2701 rBV4 1573 2472 0.12% 0.015%
52 19.070 2718 2720 2723 rBv4 1732 2078 0.10% 0.013%
53 19.111 2723 2727 2728 rBv4 3575 3663 0.18% 0.022%
54 19.252 2746 2751 2758 rVV2 15205 24223 1.20% 0.146%
55 19.322 2759 2763 2768 rBV2 13943 19205 0.95% 0.116%
56 19.458 2782 2786 2791 rBV5 9788 16420 0.82% 0.099%
57 19.575 2802 2806 2807 rBV4 3554 3923  0.19% 0.024%
58 19.687 2819 2825 2844 rVB 1240465 1858722 92.37% 11.224%
59 20.215 2912 2915 2919 rBV6 5444 8356 0.42% 0.050%
60 20.351 2937 2938 2943 rBV5 2765 3422 0.17% 0.021%
61 20.638 2984 2987 2989 rBV3 3592 4499 0.22% 0.027%
62 20.709 2995 2999 3001 rBVS5 6157 9520 0.47% 0.057%
63 21.226 3080 3087 3096 rBv4 64485 205357 10.21%  1.240%
64 21.438 3119 3123 3127 rBV3 15808 18692 ©0.93% 0.113%
65 21.555 3136 3143 3152 rBV2 564545 931336 46.28% 5.624%
66 21.737 3172 3174 3179 rVB2 9974 9734 0.48% 0.059%
67 22.331 3271 3275 3280 rBV2 17742 26523 1.32% 0.160%
68 23.006 3387 3390 3397 rVB3 23550 42084 2.09% ©0.254%
69 23.447 3463 3465 3467 rBV3 3987 2827 0.14% 0.017%
70 23.794 3518 3524 3532 rVB3 33402 71011  3.53% 0.429%
71 24.499 3633 3644 3658 rVB2 711383 2012269 100.00% 12.152%
72 24.716 3671 3681 3694 rVB 403973 1131995 56.25% 6.836%
73 25.345 3786 3788 3789 rBV2 4990 4333  0.22% 0.026%
74 25.827 3863 3870 3880 rVB3 37319 111032 5.52% 0.670%
75 27.149 4089 4095 4105 rVB4 31000 97679 4.85% ©.590%
76 27.742 4194 4196 4199 rBV3 4524 2970 0.15% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58044.D

Acqg On : 6 Jul 2023 10:44
Operator : CG/JU

Sample : 03258-07

Misc

ALS Vvial : 28 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_G\Methods\SFAM-EPA-BGO70123.MA.M

Title : SVOA CALIBRATION

77 28.735 4358 4365 4366 rBV7 18292 32427 1.61% 0.196%
Sum of corrected areas: 16559637
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58044.D

Acq On : 6 Jul 2023 10:44
Operator : CG/JU

Sample : 03258-07

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG058044.D\data.ms
1200000

1000000
800000
600000

400000

10.3450, 32456
804

9
3.770 708
3388 3 gam 05 i 71977 9.381 12.301

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058044.D\data.ms
1200000 19.687

9.081
200000 723248 7918  ggo3

1000000
17.401

800000 15.544

600000 13.958 252 17.301 21.555

400000 14.557
15.662

200000

15.286 5.909
4'/(57 1&.39 .78516.260155 7

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG058044.D\data.ms
1200000

o

1000000
800000 24.499
600000

24.716
400000

200000

23.00653 42794 2534520827 21149 57,742 28735

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58044.D

Acq On : 6 Jul 2023 10:44
Operator : CG/JU

Sample : 03258-07

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Diethyltoluamide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.286 4.42 ng/ul 128670  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 94
2 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 87
3 Diethyltoluamide 191 C12H17NO 000134-62-3 87
4 Diethyltoluamide 191 C12H17NO 000134-62-3 81
5 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 76
Abundance Scan 2076 (15.286 min): BG058044.D\data.ms (-2070) (- | m/z 119.00 100.00%
119.0
5000 91.0 190.1
65.0 L L
42.0 | 162.0 ‘ 15.00 15.50 .
O e T e R ARAREmS m/z 190.10  45.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 — —r—
91.0 15.00 15.50
65.0 m/z 91.00 42.49%
0 390 ! lly ‘ 16\20 \
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119.0
—— —
15.00 15.50
5000 m/z 65.00 16.84%
91.0
190.0
65.0
0 42.0 140.0 162.0
BB B i R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65679: Diethyltoluamide b ‘ ‘A‘
119.0 15.00 15.50
m/z 191.10  15.28%
5000 91.0 1900
65.0
2\?'0\ I | 162.0 ‘
(O o o B E LA i e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58044.D

Acq On : 6 Jul 2023 10:44
Operator : CG/JU

Sample : 03258-07

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.909 3.78 ng/ul 109942  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzoic acid, phenyl ester 198 C13H1e02 000093-99-2 47
Abundance Scan 2182 (15.909 min): BG058044.D\data.ms (-2176) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
——
16.00
152.0
Obrr e el e 2280 s m/z 77.00 61.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0 ]\
5000 o T
182.0 16.00
51.0 m/z 182.00  49.23%
o200 | i 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
T
77.0 182.0 16.00
5000 m/z 51.00 26.47%
51.0
27.0 126.0 152.0
B B L e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone tha T hag s pe
105.0 16.00
m/z 181.00 9.18%
77.0 182.0
5000
51.0
YN U N - N oSS L
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58044.D

Acq On : 6 Jul 2023 10:44
Operator : CG/JU

Sample : 03258-07

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.183 2.71 ng/ul 111803  Phenanthrene-di10 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2569 (18.183 min): BG058044.D\data.ms (-2564) (- | m/z 73.00 100.00%
73.0

43.0

-

5000
\,\ T ‘ T T ‘
18.00 18.50
0/ m/z 60.00 95.96%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T Py

18.00 18.50
97.0 m/z 57.00 82.42%

H 157.01g5,0213.0  256.0
\H‘HH“}‘HH!H\H‘H‘H\‘\\‘}h““\\”‘1‘\“\‘H‘HH‘HH‘\‘\H‘H\‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance
73.0
T ‘ :

o

way :
43.0 18.00 18.50
5000 ITI/Z 43.00 81.56%
129.0
1710 2140
0150 101.0
R RR RN R R R R RN AR RARANE
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #92068: Tridecanoic acid T —
430 73.0 18.00 18.50
' m/z 55.00 78.70%
5000
129.0
e
m/z--> 20 40 60 80 100120140160 180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58044.D

Acq On : 6 Jul 2023 10:44
Operator : CG/JU

Sample : 03258-07

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.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 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.226 4.41 ng/ul 205357  Chrysene-di12 21.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 93

Abundance Scan 3087 (21.226 min): BG058044.D\data.ms (-3080) (- | m/z 57.00 100.00%
51

.0
97.0
5000

39.1 21.00 21.50
ol DT, 2100 230 B Wz sa.os 87.29%

m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0

5000 - e
21.00 21.50

m/z 43.00 76.06%

OL\S\Q‘\ ‘ T \“‘ \‘“ %\3%‘0‘\ T \1??(\) T ‘2\6?\0\ ‘3\2\0\0\ T
miz--> 50 100 150 200 250 300 350
Abundance
57.0

97'0 T ‘ T T ‘ T
21.00 21.50
5000 m/z 97.00 74 .30%
0 15.0 140.0 182.0 255.0 306.0

T L e T e T A BN AR AT

m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol 7 7
83.0 21.00 21.50

43.0

m/z 82.95 72.24%

5000
25.0
\h \‘\ I ‘\ ‘ “\ \“ \‘\ 1670 2100 2800

ol e e o Stk
miz--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58044.D

Acqg On . 6 Jul 2023 10:44
Operator : CG/JU

Sample : 03258-07

Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.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|
Diethyltoluamide 15.286 4.4 ng/ul 128670 3 14.557 581880 20.0
Benzophenone 15.909 3.8 ng/ul 109942 3 14.557 581880 20.0
n-Hexadecanoic ... 18.183 2.7 ng/ul 111803 4 17.301 825878 20.0
Trifluoroacetox... 21.226 4.4 ng/ul 205357 5 21.555 931336 20.0
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