LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52232.D

Acqg On : 1 Feb 2022 16:34
Operator : CG/JU

Sample : N1328-07

Misc :

ALS Vvial : 12 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-BGO13122.M
Title : SVOA CALIBRATION

Signal : TIC: BG@52232.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.534 3 8 16 rBV3 41132 77716  1.47% 0.501%
2 3.998 83 87 96 rBv 18677 34507 0.65% 0.223%
3  4.897 232 240 255 rVB 3140529 5271418 100.00% 34.010%
4 7.376 653 662 670 rBV 25770 48521 0.92% 0.313%
5 7.541 680 690 699 rBV 108248 182133  3.46% 1.175%
6 7.764 721 728 735 rVB 101929 174490 3.31% 1.126%
7 7.922 750 755 762 rBv4 7686 11819 0.22% 0.076%
8 8.234 800 808 815 rBV 103407 176616  3.35% 1.139%
9 8.933 918 927 936 rBV2 75857 134648 2.55% 0.869%
10 9.403 999 1007 1015 rBV 145295 252825 4.80% 1.631%
11 9.820 1072 1078 1085 rVB3 5177 6961 ©0.13% 0.045%
12 10.137 1125 1132 1140 rBV 115182 203306 3.86% 1.312%
13 10.683 1218 1225 1235 rBV 153590 277991 5.27% 1.794%
14 10.819 1243 1248 1255 rBV4 6114 10103 0.19% 0.065%
15 11.071 1283 1291 1299 rBV 142455 257715 4.89% 1.663%
16 11.195 1306 1312 1320 rBV 119343 218537 4.15% 1.410%
17 13.756 1742 1748 1758 rVB2 52891 83678 1.59% 0.540%
18 14.267 1828 1835 1842 rBV 369392 534765 10.14%  3.450%
19 14.390 1852 1856 1862 rVB2 5660 8523 0.16% 0.055%

2.

20 14.484 1864 1872 1881 rBV 188017 333925 6.33%

21 14.572 1881 1887 1894 rVB 372822 601057 11.40%
22 14.878 1932 1939 1947 rVB 251332 378660  7.18%
23 15.066 1966 1971 1978 rBV3 26396 45142 0.86%
24 15.865 2099 2107 2114 rBV 514581 788721 14.96%
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25 15.976 2119 2126 2133 rBV 178739 260144  4.93% 678%
26 17.627 2399 2407 2412 rBV 320168 488359 9.26% 3.151%
27 17.727 2417 2424 2431 rVB 607701 934046 17.72% 6.026%
28 18.267 2511 2516 2521 rBV 19259 24870  0.47% 0.160%
29 18.496 2551 2555 2559 rVB4 4250 5322 0.10% 0.034%
30 19.430 2709 2714 2717 rVB 74066 86605 1.64% ©.559%
31 19.560 2729 2736 2741 rBV3 39222 52626 1.00% ©0.340%
32 19.642 2745 2750 2758 rBV5 8223 19185 0.36% 0.124%
33 20.006 2805 2812 2819 rBV 746223 1086188 20.61% 7.008%
34 20.488 2890 2894 2895 rBV4 5370 6685 0.13% 0.043%
35 20.611 2912 2915 2918 rBV3 8049 8969 0.17% 0.058%
36 20.688 2924 2928 2931 rBV5 6882 9325 0.18% 0.060%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52232.D

Acqg On : 1 Feb 2022 16:34
Operator : CG/JU

Sample : N1328-07

Misc :

ALS Vvial : 12 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-BGO13122.M
Title : SVOA CALIBRATION
37 20.846 2947 2955 2960 rVB 39203 50959 ©0.97% 0.329%
38 20.922 2964 2968 2971 rVVve 4278 6705 ©0.13% 0.043%
39 20.958 2971 2974 2980 rVB4 8869 11636 0.22% 0.075%
49 21.169 3008 3010 3015 rVB5 4957 6588 ©0.12% 0.043%
41 21.475 3058 3062 3063 rBv4 4477 5570 0.11% 0.036%
42 21.545 3070 3074 3082 rVB8 10491 23076 0.44% 0.149%
43 21.804 3115 3118 3124 rVB6 4701 6851 0.13% 0.044%
44 21.939 3134 3141 3151 rBV 308083 524773 9.96%  3.386%
45 22.039 3156 3158 3164 rVB4 8920 12598 0.24% 0.081%
46 22.115 3167 3171 3176 rVB7 7896 13061 0.25% 0.084%
47 22.773 3281 3283 3290 rVB5 6950 8037 ©0.15% 0.052%
48 23.525 3406 3411 3416 rvvs 9188 17719 0.34% 0.114%
49 24.400 3553 3560 3568 rVB4 12738 27934 0.53% 0.180%
50 25.176 3680 3692 3703 rBV2 354007 1051979 19.96% 6.787%
51 25.416 3722 3733 3749 rVB2 175638 558750 10.60%  3.605%
52 26.679 3938 3948 3959 rBV6 13713 47652 0.90% 0.307%
53 28.172 4195 4202 4205 rBV7 9432 20756 0.39% 0.134%
54 29.940 4497 4503 4504 rBV4 6664 8908 0.17% 0.057%
Sum of corrected areas: 15499653
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52232.D

Acq On : 1 Feb 2022 16:34
Operator : CG/JU

Sample : N1328-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052232.D\data.ms
3000000 4.807

2500000
2000000
1500000
1000000

500000

9.403 137 10.6831.07005
0334 3.998 7.37871Pg,5-234  8.933 T g o JO137 oSS 1

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG052232.D\data.ms
3000000

2500000
2000000
1500000

1000000
20.006

15.865 17.727
500000 14.268.572 17.627 21.939

4.878
13.756 1 tggi 5.066 ! 'f\we 18.267496 1998802 | 20pcRBdiin AUTEEINBYS  22.77:

Time--> 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: BG052232.D\data.ms
3000000

o

2500000
2000000
1500000
1000000

500000 25.176

5.416
23.525 24.400 N\ 26.679 28.172 29.940

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\BG020122\
Data File : BG@52232.D

Acq On : 1 Feb 2022 16:34
Operator : CG/JU

Sample : N1328-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.756 4.42 ng/ul 83678  Acenaphthene-dile 14.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 59
3 Metacetamol 151 C8HINO2 000621-42-1 53
4 Metacetamol 151 C8HINO2 000621-42-1 53
5 Acetaminophen 151 C8H9NO2 000103-90-2 42

Abundance Scan 1748 (13.756 min): BG052232.D\data.ms (-1742) (-  m/z 43.15 100.00%

43.1
109.2
5000 151.2
e
‘ 69.2 13.50 14.00
S T i il e b m/z 109.15 69.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 U T
13.50 14.00
69.0 m/z 151.15 41.80%
O \]-\5\.‘0\ ‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \M“\ “\ T \‘ \“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
P e
43.0 13.50 14.00
5000 m/z 41.15  22.53%
69.0
oottt v L1730 2110
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28726: Metacetamol et {1 Bt NMI
109.0 13.50 14.00
m/z 69.15 13.27%
5000 151.0
43.0 80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52232.D

Acq On : 1 Feb 2022 16:34
Operator : CG/JU

Sample : N1328-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 1H-Benzotriazole Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.484 17.64 ng/ul 333925  Acenaphthene-d10 14.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole 119 C6H5N3 000095-14-7 98
2 1H-Benzotriazole 119 C6H5N3 000095-14-7 98
3 1H-Benzotriazole 119 C6H5N3 000095-14-7 98
4 1H-Benzotriazole 119 C6H5N3 000095-14-7 96
5 Ethane-1,2-diol, 1,2-bis(1-benzo... 296 C14H12N602 111507-88-1 91

Abundance Scan 1872 (14.484 min): BG052232.D\data.ms (-1864) (- m/z 64.15 100.00%

64.2 91.2 119.2
5000
381 AW
m H 14.50
o‘H_m_waw‘mw ettt el m/z 119,15 96.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10331: 1H-Benzotriazole
64.0 910 119.0
5000 T
14.50
38.0 m/z 91.15 95.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10333: 1H-Benzotriazole
119.0
91.0 A
64.0 14.50
5000 ITI/Z 63.15 74 .08%
38.0
0‘H‘HH‘HwmHJMW‘m%uw‘H‘_H‘_H‘H‘H_‘H‘Huluu‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10330: 1H-Benzotriazole ‘A‘ e
119.0 14.50
m/z 52.15 32.17%
91.0
64.0
5000
38.0
o2 L o L I .
m/z--> 10 20 30 40 50 60 70 80 90 100110120 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52232.D

Acq On : 1 Feb 2022 16:34
Operator : CG/JU

Sample : N1328-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 10-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.430 3.55 ng/ul 86605  Phenanthrene-d1e 17.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 95
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91

Abundance Scan 2714 (19.430 min): BG052232.D\data.ms (-2709) (-  m/z 55.15 100.00%

55.1
5000 87.0
264.1
23.3 165.2 222.3 19.50
o! m‘mm‘hm‘\ m‘m Ay — 1‘\ L ‘ “‘ — m/z 41.15 80.04%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000
8. 19.50
264.0 m/z 74.15 61.81%
23 0 .
I 180.0 2220 | 206¢
0 uu u‘u\‘ i \HU\ T S N
miz--> 50 150 200 250 300
Abundance #194440: 9—Octadecen0ic acid (2)-, methyl ester
55.0
P
19.50
5000 87.0 m/z 69.15  54.99%
23 0
‘ ‘ ‘ 800 2220 264.0 0
02‘5“0“ L m ‘ u‘ \\MH\H u\”\h \H\ ol “ - M — ‘H‘ = “'
miz--> 50 150 200 250 300
Abundance #194422: 16—Octadecen0|c acid, methyl ester
55.0 19.50
m/z 83.15 45.46%
5000 87.0
264.0
23.0 180.0 222.0 ‘
ok H“ L u“‘““ H‘H\ I ‘d ‘\\Hn‘ \H\‘u TR Y —— “‘ ‘Z?G‘C
miz--> 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52232.D

Acq On : 1 Feb 2022 16:34
Operator : CG/JU

Sample : N1328-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 5 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.560 2.16 ng/ul 52626  Phenanthrene-d10 17.627
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 93
2 Methyl stearate 298 C19H3802 000112-61-8 83
3 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 81
4 Methyl stearate 298 (C19H3802 000112-61-8 81
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 76
Abundance Scan 2736 (19.560 min): BG052232.D\data.ms (-2729) (- m/z 74.15 100.00%
74.2
5000 43.1
A
143.2 2163 . e ‘
‘\ Ljsgsz, | 13 | T e '
ob— “ ‘u“ b, u\‘m‘m‘\\‘ S TS 1] I m/z 87.05 77.21%
m/z--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 Al 8
43.0 19.50
143.0 m/z 43.10 43.59%
‘ M | g0 ‘ 199.0  255.0 298.(
Ot - ““\‘1“ \“”‘\ “ \“'\ ‘\ L i “ I “\‘\ T \“
miz-> 50 100 150 200 250 300
Abundance #197273: Methyl stearate
74.0
19.50
5000 43.0 m/z 55.15 35.88%
143.0
199.0 255.0 208.(
e [T, T
oLl “‘\ il —_ | —,———
miz--> 50 100 150 200 250 300
Abundance  #92176: Undecanoic acid, 10-methyl-, methyl ester
74.0 19.50
m/z 57.15 21.77%
5000
43.0
143.0
214.0
83.0
ok ALlLgose [ BRO T b W e
m/z--> 50 100 150 200 250 300 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52232.D

Acqg On : 1 Feb 2022 16:34
Operator : CG/JU

Sample : N1328-07

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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|
2,4,7,9-Tetrame... 13.756 4.4 ng/ul 83678 3 14.878 378660 20.0
1H-Benzotriazole 14.484 17.6 ng/ul 333925 3 14.878 378660 20.0
10-Octadecenoic... 19.430 3.5 ng/ul 86605 4 17.627 488359 20.0
Methyl stearate 19.560 2.2 ng/ul 52626 4 17.627 488359 20.0
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