LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81424\
Data File : BG@62401.D

Acqg On : 14 Aug 2024 19:01
Operator : MA/JU

Sample : P3589-04

Misc :

ALS Vvial : 13  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-BG081424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62401.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.422 19 23 27 rVB 10884 15306 0.62% 0.975%
2 3.833 90 93 100 rvVB3 7539 12238 0.50% 0.060%
3 4.168 146 150 153 rVB5 4269 5719 ©.23% 0.028%
4 4,527 206 211 216 rVB4 3014 5204 0.21% 0.026%
5 4.621 223 227 233 rVB4 4090 6307 0.26% 0.031%
6 4.955 281 284 288 rBV5 2433 3015 0.12% 0.015%
7 5.989 454 460 467 rBVS8 3411 8449 0.34% 0.042%
8 6.218 495 499 500 rBvV2 3333 3976 0.16% 0.020%
9 6.941 618 622 631 rVB6 3019 6048 0.24% 0.030%
106 7.111 645 651 663 rVB 58619 103897 4.20% 0.511%
11 7.282 674 680 691 rVB 159607 268764 10.87% 1.321%
12 7.487 709 715 724 rBV 183410 308263 12.47% 1.515%
13 7.652 738 743 748 rVB4 3016 4794 0.19% 0.024%
14 7.957 788 795 802 rBV 193233 317535 12.84% 1.561%
15 8.022 802 806 816 rVB3 5438 8468 0.34% 0.042%
16 8.509 882 889 896 rBV5 1927 4124 0.17% 0.020%
17 8.650 906 913 924 rBV 175336 292113 11.82% 1.436%
18 9.109 984 991 998 rBV 200744 352288 14.25% 1.732%
19 9.273 1015 1019 1026 rVB4 5887 9456 0.38% 0.046%
20 9.831 1106 1114 1123 rBV 153827 272113 11.01% 1.338%
21 10.054 1147 1152 1160 rBv4 12533 22483 0.91% 111%

22 10.366 1197 1205 1212 rBV 273206 464827 18.80%
23 10.753 1263 1271 1279 rVV 283239 505665 20.46%
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24 10.877 1283 1292 1302 rBV 62407 112788  4.56% 554%
25 11.394 1378 1380 1386 rVB2 2090 2752  0.11% 014%
26 11.535 1397 1404 1414 rBV2 29391 52762 2.13% 0.259%
27 12.328 1535 1539 1545 rVB3 4419 7586 0.31% 0.037%
28 13.420 1718 1725 1733 rBV 95998 148878 6.02% ©.732%
29 13.550 1741 1747 1752 rVB3 1676 2557 0.10% 0.013%
30 13.984 1814 1821 1827 rBV 621342 911627 36.88% 4.481%

31 14.266 1857 1869 1878 rBV 645317 1013198 40.99%
32 14.578 1915 1922 1930 rBV 556019 853593 34.53%
33 14.801 1946 1960 1969 rBV2 310409 840131 33.98%
34 14.930 1979 1982 1986 rVB3 1470 2614 0.11%
35 14.995 1986 1993 1998 rBV4 3709 7748 0.31%
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36 15.565 2083 2090 2102 rBV 922919 1413744 57.19%  6.949%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81424\
Data File : BG@62401.D

Acqg On : 14 Aug 2024 19:01
Operator : MA/JU

Sample : P3589-04

Misc :

ALS Vvial : 13  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-BG081424.MA.M
Title : SVOA CALIBRATION
37 15.676 2102 2109 2120 rBV 275939 412115 16.67% 2.026%
38 15.800 2127 2130 2136 rVB 2948 4806 0.19% 0.024%
39 16.123 2179 2185 2191 rBV5 2507 5443 0.22% 0.027%
40 16.193 2193 2197 2202 rVB3 2655 3861 0.16% 0.019%
41 16.716 2280 2286 2292 rBV5 6333 9323 0.38% 0.046%
42 17.315 2381 2388 2398 rBV 782877 1170507 47.35% 5.753%
43 17.415 2398 2405 2413 rVV 1185229 1793281 72.54% 8.815%
44 17.485 2413 2417 2424 rVB4 3870 8065 ©0.33% 0.040%
45 18.002 2500 2505 2509 rvB5 3338 5517 ©.22% 0.927%
46 18.079 2515 2518 2522 rVB4 2067 2631 0.11% 0.013%
47 18.214 2535 2541 2549 rBV 127156 200730 8.12% 0.987%
48 18.508 2587 2591 2595 rVB5 2755 4067 0.16% 0.020%
49 18.766 2631 2635 2641 rBv4 5285 8335 0.34% 0.041%
50 18.972 2667 2670 2672 rBV2 3524 3088 0.12% 0.015%
51 19.077 2684 2688 2692 rvVB5 6149 9940 0.40% 0.049%
52 19.160 2699 2702 2706 rVB3 11718 14972 0.61% 0.074%
53 19.265 2715 2720 2723 rBV3 19776 27707 1.12% 0.136%
54 19.336 2727 2732 2735 rW 21682 30136  1.22% 0.148%
55 19.359 2735 2736 2738 rvv2 5947 5554  0.22% 0.927%
56 19.389 2739 2741 2745 rVB5 7728 10303 0.42% 0.051%
57 19.483 2753 2757 2769 rBV2 71936 115213 4.66% 0.566%
58 19.565 2769 2771 2773 rBvV2 2983 3066 0.12% 0.015%
59 19.636 2779 2783 2786 rVB5 11841 18218 0.74% 0.090%
60 19.700 2787 2794 2801 rBV 1600124 2321074 93.89% 11.409%
61 19.829 2814 2816 2819 rVB4 2674 2594 0.10% 0.013%
62 19.947 2830 2836 2839 rBV3 9714 14485 0.59% 0.071%
63 20.105 2860 2863 2864 rBV3 4002 3633 0.15% 0.018%
64 20.217 2878 2882 2887 rBV7 10445 18049 0.73% 0.089%
65 20.358 2904 2906 2909 rBV2 3236 2668 0.11% 0.013%
66 20.570 2937 2942 2947 rBV3 25433 44423 1.80% 0.218%
67 20.617 2947 2950 2953 rVB3 26689 29089 1.18% 0.143%
68 20.675 2958 2960 2962 rBV3 6621 5745 0.23% 0.028%
69 21.233 3051 3055 3064 rVB6 26502 48598 1.97% 0.239%
70 21.556 3103 3110 3118 rBV 920865 1438583 58.19% 7.071%
71 21.774 3144 3147 3150 rBV5 7826 9812 0.40% 0.048%
72 23.213 3387 3392 3400 rVB2 46502 91935 3.72% 0.452%
73 23.812 3490 3494 3501 rVB9 16358 30659 1.24% 0.151%
74 24.441 3590 3601 3614 rVB 941621 2472076 100.00% 12.151%
75 24.646 3626 3636 3646 rBV 575813 1572940 63.63% 7.732%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81424\
Data File : BG@62401.D

Acqg On : 14 Aug 2024 19:01
Operator : MA/JU

Sample : P3589-04

Misc

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:
Stop Thrs : © Peak Location:

5

0.1 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BGO81424.MA.M
Title : SVOA CALIBRATION
Sum of corrected areas: 20344271
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62401.D

Acqg On : 14 Aug 2024 19:01
Operator : MA/JU

Sample : P3589-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance : ' '
1600000 TIC: BG062401.D\data.ms

1400000
1200000
1000000
800000
600000
400000

200000 72§ 87 7957 ges0 9109 ggar
19877
0 3:4223.8331.168468211.955 5.98218 6.94 6528 22 8.50 [Eﬂs /ho 054 1146685 12,328
T =TT ‘ 1

L L L L B L Y (L LA r\‘\\\\\\\\‘\\\'\‘\\\\

Time--> 350 4.00 450 500 550 6.00 6.50 700 750 800 850 9.00 9.50 1000 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG062401.D\data.ms
1600000 19.700

10.3680.753

1400000
1200000 17.415
1000000 15,565 21.556

800000 17.315
13.984.266
600000 14.578

400000
4.801 15.676

200000 18914
13.420 . . £«W~%MMAA*MMN\
18.550 4 .80®61P33 16.716 K¥ s AR FReTs 21233 21.774
h \T\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
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 : ' '
1600000 TIC: BG062401.D\data.ms

o

1400000
1200000
1000000 24.441
800000
24646
600000
400000

200000 23213
'ﬁ 23.812

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62401.D

Acqg On : 14 Aug 2024 19:01
Operator : MA/JU

Sample : P3589-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 1 Nonanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.535 2.09 ng/ul 52762  Naphthalene-d8 10.753
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 83
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Hexanoic acid 116 C6H1202 000142-62-1 64
4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 64
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50

Abundance Scan 1404 (11.535 min): BG062401.D\data.ms (-1397) (- | m/z 60.15 100.00%

60.1
5000 41.1
‘ ‘ 83.2 11?2 ‘ 11,50
Ot Ml L Tz 73015 71.4e%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35300: Nonanoic acid
60.0
5000
41.0 115.0 1150
m/z 57.15 62.72%
98.0 ‘
O \J-\S.‘qw\\“‘\‘\\H!H‘\\“\‘\S‘g\\““‘\\\\‘\\\]-\4‘1\0\]\_5\8‘(\)\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9148: Hexanoic acid
60.0
1150
5000 210 41.15 48.17%
m 87.0
0 w"H‘mu“M_‘HWm_m_mw
miz--> 20 60 80 100 120 140 160
Abundance #9147: Hexanoic acid
60.0 11.50
m/z 43.15 46.16%
5000
27.0
87.0
0 \“ (N T Y I G | W AT SV
m/z--> 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62401.D

Acqg On : 14 Aug 2024 19:01
Operator : MA/JU

Sample : P3589-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 2 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.420 3.49 ng/ul 148878  Acenaphthene-di10 14.578
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 93
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 91
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 91
4 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 90
5 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 72
Abundance Scan 1725 (13.420 min): BG062401.D\data.ms (-1718) (- | m/z 135.15 100.00%
135.2
5000 107.2
—
411 77.2 164.2 13.50
O e e bl T hyz 107.15 44.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 13150
m/z 41.15 11.97%
41.0 77.0 164.0
0 \\\‘\\\\“‘\ el “\“\ T \‘”‘ T \H\ “\‘} \‘\‘i‘\ T \‘! T e T !‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
13.50
5000 1070 m/Z 77 . 15 19. 0100
164.0
41.0 77.0
01250, Ty2se0 [Tl L
m/z--> 20 40 60 80 100 120 140 160
Abundance #39629: Phenol, 4-(1,1-dimethylpropyl)- o
135.0 13.50
m/z 95.15 9.86%
5000
107.0
41.0 164.0
77.0
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081424\
Data File : BG@62401.D

Acqg On : 14 Aug 2024 19:01
Operator : MA/JU

Sample : P3589-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.214 3.43 ng/ul 200730  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90
Abundance Scan 2541 (18.214 min): BG062401.D\data.ms (-2535) (- | m/z 43.10 100.00%
43.1 73.2
5000
213'3 T ‘ T T ‘ T
‘ 157.2185.2 256.3 18.00 18.50
NN ”ueu”m‘w‘:‘w‘m““H‘H_‘H“_wwmw‘_‘ m/z 73.15 89.98%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 syt oo,
129.0 18.00 18.50
213.0 m/z 60.15 88.14%
‘ H (ﬂ 157.0185.0 ‘
OJ\-\S\.’O\\‘l\ HH\H \H‘\‘\ HH\H““\\H‘”h“\”\‘\\‘\H\‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
—— —
18.00 18.50
5000 256.0 m/z 41.15 82.57%
129.0
213.0
I O W
I 0 A
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #143510: n-Hexadecanoic acid puasec? S
60.0 18.00 18.50
m/z 55.15 76.86%
5000 129.0
97.0
‘ H‘ ‘ 157.01g5,0213.0  256.0
0 H‘M‘HJWNNJw‘mew‘M‘MMW‘H‘_‘H‘L‘W‘W‘_‘HM‘W‘H S CEE
m/z--> 20 40 60 80 100120140160 180 200220240260 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81424\
Data File : BG@62401.D

Acqg On : 14 Aug 2024 19:01
Operator : MA/JU

Sample : P3589-04

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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|
Nonanoic acid 11.535 2.1 ng/ul 52762 2 10.753 505665 20.0
Phenol, 4-(1,1-... 13.420 3.5 ng/ul 148878 3 14.578 853593 20.0
n-Hexadecanoic ... 18.214 3.4 ng/ul 200730 4 17.315 1170510 20.0
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