LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59678.D

Acqg On : 6 Nov 2023 7:15
Operator : MA/JU

Sample : 04948-12

Misc :

ALS Vvial : 70  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-BG110323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59678.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.473 12 14 19 rBV3 4712 6773 ©.52% 0.069%
2 3.737 57 59 64 rBv4 4160 7784 0.60% 0.080%
3 3.902 84 87 88 rBv2 4736 4275 0.33% 0.044%
4 3,949 92 95 96 rVB 5815 4565 ©0.35% 0.047%
5 4.078 113 117 122 rBV2 35846 57505 4.43% 0.588%
6 4.166 130 132 135 rBv4 4188 5284 0.41% 0.054%
7 4.213 138 140 142 rBV 4326 4347 0.33% 0.044%
8 4.260 146 148 151 rVB2 4491 4548 0.35% 0.046%
9 4.289 151 153 155 rBV3 4302 4794 0.37% 0.049%
10 4.425 175 176 179 rW 5094 4756 0.37% 0.049%
11  4.454 179 181 185 rVB3 5639 6450 ©0.50% 0.066%
12 4.824 241 244 247 rBV 3772 6310 0.49% 0.064%
13 5.271 319 320 322 rBV 5163 3782 0.29% 0.039%
14 5.382 338 339 343 rVB 5191 5719 0.44% 0.058%
15 5.453 347 351 353 rBV 2854 4494 0.35% 0.046%
16 5.876 420 423 424 rBV 4261 3991 0.31% 0.041%
17 5.893 424 426 429 rVB2 6011 4586 ©0.35% 0.047%
18 6.052 450 453 455 rBV2 3588 4065 0.31% 0.042%
19 6.358 502 505 507 rBv2 3871 4027 0.31% 0.041%
20 6.504 527 530 533 rVB2 4659 4677 ©0.36% 0.048%
21 6.610 545 548 549 rBV 9161 9355 ©0.72% 0.096%
22 6.957 605 607 610 rBvV 4125 4220 0.33% 0.043%
23  7.063 622 625 626 rBV 3609 4060 0.31% 0.041%
24 7.268 658 660 663 rBV 4378 5027 ©.39% 0.051%
25 7.462 686 693 701 rVB2 136213 234504 18.06%  2.397%
26 7.580 710 713 714 rBV2 5401 6696 ©0.52% 0.068%
27 7.662 722 727 736 rVB 78182 138886 10.70%  1.420%
28 7.815 749 753 754 rBV 5785 5074 0.39% 0.052%
29 7.862 754 761 771 rVV2 120503 227807 17.55% 2.329%
30 8.349 838 844 852 rVB2 91762 164718 12.69% 1.684%
31 8.490 863 868 870 rBv2 6059 7477 ©.58% 0.076%
32 8.825 923 925 928 rVB2 5126 3936 0.30% 0.040%
33  9.031 954 960 968 rBV2 186028 336983 25.96%  3.444%
34 9.295 1002 1005 1006 rBvV2 6064 5683 0.44% 0.058%
35 9.354 1011 1015 1018 rvv2 3959 5933 0.46% 0.061%
36 9.378 1018 1019 1023 rVB2 5465 4184 0.32% 0.043%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59678.D

Acqg On : 6 Nov 2023 7:15
Operator : MA/JU

Sample : 04948-12

Misc :

ALS Vvial : 70  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-BG110323.MA.M
Title : SVOA CALIBRATION
37 9.542 1040 1047 1055 rBV 135442 241374 18.59%  2.467%
38 9.871 1100 1103 1105 rBV 3224 3841 0.30% 0.039%
39 9.901 1107 1108 1111 rBV 4568 3955 0.30% 0.040%
40 10.265 1164 1170 1177 rVV2 135342 233803 18.01% 2.390%
41 10.335 1180 1182 1185 rBvV2 3876 3678 0.28% 0.038%
42 10.412 1193 1195 1197 rBv2 5250 3711 0.29% 0.038%
43 10.794 1253 1260 1267 rBV2 204602 365445 28.15% 3.735%
44 10.993 1292 1294 1296 rBvV2 3941 3964 0.31% 0.041%
45 11.193 1322 1328 1339 rBvV2 138340 259981 20.03% 2.657%
46 11.334 1344 1352 1359 rBV2 163630 304824 23.48%  3.116%
47 11.675 1407 1410 1413 rBV2 5397 6750 ©0.52% 0.069%
48 12.045 1471 1473 1475 rVB2 6980 4338 ©0.33% 0.044%
49 12.074 1475 1478 1480 rBv2 5850 5850 0.45% 0.060%
50 12.233 1503 1505 1509 rBV 5202 5305 0.41% 0.054%
51 12.445 1539 1541 1544 rBV 3495 3673 0.28% 0.038%
52 12.727 1588 1589 1590 rBV 5973 3708 0.29% 0.038%
53 12.968 1627 1630 1632 rVB 4214 4204 0.32% 0.043%
54 13.073 1645 1648 1649 rBV 5809 3904 0.30% 0.040%
55 13.109 1649 1654 1656 rBV 4166 5832 0.45% 0.060%
56 13.620 1739 1741 1742 rBV 6063 3779 0.29% 0.039%
57 13.808 1768 1773 1777 rVB4 25233 41433  3.19% 0.424%
58 14.372 1862 1869 1876 rVB 417783 611484 47.10% 6.250%
59 14.454 1882 1883 1885 rBV 6341 4295 0.33% 0.044%
60 14.519 1892 1894 1898 rVB2 3825 4428 0.34% 0.045%
61 14.677 1911 1921 1931 rBV 435845 710105 54.70%  7.258%
62 14.765 1934 1936 1940 rBV 6157 9428 0.73% 0.096%
63 14.977 1966 1972 1978 rBV 250443 389094 29.97% 3.977%
64 15.147 1993 2001 2008 rBvV2 234733 366671 28.24%  3.748%
65 15.523 2060 2065 2068 rBV2 4858 7557 0.58% 0.077%
66 15.782 2105 2109 2110 rVB2 4824 4797 0.37% 0.049%
67 15.799 2110 2112 2117 rBV 4334 6365 0.49% 0.065%
68 15.964 2133 2140 2146 rBV 574924 855168 65.87% 8.741%
69 16.064 2152 2157 2166 rVB3 167721 255043 19.65% 2.607%
70 16.281 2191 2194 2198 rBV2 4071 6680 0.51% 0.068%
71 16.828 2284 2287 2288 rBV 5259 4674 0.36% 0.048%
72 16.922 2302 2303 2306 rBV 4242 4647 0.36% 0.047%
73 17.574 2412 2414 2416 rVB 6144 5058 0.39% 0.052%
74 17.727 2433 2440 2446 rBV2 341353 530182 40.84% 5.419%
75 17.827 2451 2457 2465 rBV 646033 963757 74.24% 9.851%
76 18.185 2513 2518 2522 rBV2 5483 10365 ©0.80% 0.106%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59678.D

Acqg On : 6 Nov 2023 7:15
Operator : MA/JU

Sample : 04948-12

Misc

ALS Vvial : 70  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-BG110323.MA.M
Title : SVOA CALIBRATION

77 18.396 2553 2554 2556 rBV2 6236 5514 0.42% 0.056%
78 18.443 2558 2562 2565 rVVv2 5215 7822 0.60% 0.080%
79 18.543 2575 2579 2584 rBV2 79550 114131 8.79% 1.167%
80 18.643 2595 2596 2600 rBV3 7685 8679 0.67% 0.089%
81 18.831 2623 2628 2630 rBV3 4860 9002 0.69% 0.092%
82 19.078 2668 2670 2671 rBV 8080 4470 ©.34%  0.046%
83 19.483 2735 2739 2742 rBV5 12347 21534 1.66% 0.220%
84 19.807 2790 2794 2797 rBV5 35526 50452 3.89% 0.516%
85 20.100 2838 2844 2850 rVB 924047 1298223 100.00% 13.270%

86 22.063 3172 3178 3187 rVB2 374750 682970 52.61% 6.981%

Sum of corrected areas: 9783222
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
BGO59678.D

6 Nov 2023 7:15

: MA/JU

: 04948-12

: 70 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG059678.D\data.ms
800000
600000
400000
10794
200000 9.031
7.462 9.542 10265
7.862
7.6 8.349
4.078
0473'&W4824 553823 5.89858. m%%ﬂsme &Djll 49(88 smymn 52 10.99 11. 6752%331213]213&
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\ T T 1T \\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\ \\‘\\\\
Time--> 350 400 450 5.00 550 6.00 6.50 700 7.50 800 850 900 9.50 1&00 10.50 11.00 11.50 1200 12.50
Abundance TIC: BG059678.D\data.ms
20.100
800000
17.827
600000 15.964
14.334.677 22.063
400000 17.727
200000 .064
08 .807
0 13 6.281 16R922 17.5 I\
I e e A B B i e e e e e e e e e e o e e e B e S B B A A O
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: BG059678.D\data.ms
800000
600000
400000
200000
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59678.D

Acqg On : 6 Nov 2023 7:15
Operator : MA/JU

Sample : 04948-12

Misc

ALS vial : 70 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.888  2.13 ng/ul 41433 Acenaphthene-dle 14.977

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 N'-[(3-Methyl-1H-pyrazol-5-yl)ca... 280 C11H12N403S 1000266-89-3 38

2 1H-Pyrrole-2-carboxaldehyde, 1-m... 109 C6H7NO 001192-58-1 38
3 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 36
4 Benzamide, N-[2-(acetyloxy)pheny... 273 C15H12FNO3 173261-83-1 36
5 trans-Carveol 152 C10H160 001197-07-5 33
Abundance Scan 1773 (13.808 min): BG059678.D\data.ms (-1768) (- | m/z 109.10 100.00%
109.1
5000
43.1
69.0 ‘/l Y !( A‘ . y
| ‘ 25363139 4138 528.1 13.50 14.00
ol hwd e L L E m/z 43,10 34.26%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #172456: N'-[(3-Methyl-1H-pyrazol-5-yl)carbonyllbenzeng
109.0
5000
13.50 14.00
51.0 m/z 69.00 29.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
109.0 M M
W WL Ly
13.50 14.00
5000 m/z 151.05 26.76%
53.0
] S
m/z--> 50 100 150 200 250 300 350 400 450 500 A n
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol A ‘ﬂ ‘ ‘A — ‘A ”
109.0 13.50 14.00
43.0 m/z 41.10 24.33%
5000
69.0 /A
oblddd vt ]| ul [TIRri
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

6

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
BGO59678.D

Nov 2023  7:15

: MA/JU
: 04948-12

. 70

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
: SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.543 4.31 ng/ul 114131  Phenanthrene-di10 17.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 47

Abundance Scan 2579 (18.543 min): BG059678.D\data.ms (-2575) (- | m/z 73.10 100.00%

73.1
213.2
5000
WL L sz ase e
0 iyt HMHﬂ”ﬁh‘th\wuuﬁhulw‘ﬂw‘H‘M“W‘H‘M m/z 60.10 79.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
e
430 256.0
5000
129.0 18.50
m/z 69.10 65.74%
O‘H\‘““ J‘”'J“'Mh'l%$ﬂ"b\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
18.50
5000 ITI/Z 41.10 64.47%
214.0
143.0
O rr e e e e e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0 18.50
m/z 54.95 62.93%
5000
171.0
o“ J‘”'““W'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59678.D

Acqg On : 6 Nov 2023 7:15
Operator : MA/JU

Sample : 04948-12

Misc

ALS Vvial : 70 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.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|
unknown-01 13.808 2.1 ng/ul 41433 3 14.977 389094 20.0
n-Hexadecanoic ... 18.543 4.3 ng/ul 114131 4 17.727 530182 20.0
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