LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111423\
Data File : BN028617.D

Acqg On : 15 Nov 2023 00:20
Operator : MA/JU

Sample : 05337-18

Misc :

ALS Vvial : 24 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-BN111423.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BN@28617.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.146 7 10 28 rVB2 64310 155221 2.18% 0.281%
2 3.581 81 84 89 rBv4 25333 47485 0.67% 0.086%
3 6.911 641 650 651 rBV8 31691 63449 0.89% 0.115%
4 7.046 667 673 698 rBV 235970 750793 10.57% 1.360%
5 7.234 698 705 731 rVW 364926 993902 13.99% 1.800%

6 7.705 779 785 809 rBV 229076 730390 10.28%
7 8.428 901 908 928 rBV3 136244 632741  8.90%
8 8.863 975 982 1009 rBV 358727 1187683 16.71%
9 9.287 1052 1054 1060 rVB4 12299 17976  0.25%

9.581 1096 1104 1125 rBV 290524 883378 12.43%
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11 10.122 1189 1196 1215 rBV 387406 1236707 17.40%
12 10.387 1239 1241 1249 rVB9 11205 23795 0.33%
13 10.487 1251 1258 1275 rBV 575510 1268723 17.85%
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14 10.646 1279 1285 1302 rBV 252344 959857 13.51% 739%
15 10.928 1327 1333 1343 rVB8 36157 97435 1.37% 177%
16 11.069 1353 1357 1365 rVB9 19152 46477 0.65% 0.084%
17 11.269 1387 1391 1393 rVB5 6880 8952 0.13% 0.016%
18 11.316 1393 1399 1400 rBv2 32528 47623 0.67% ©0.086%
19 11.340 1400 1403 1411 rVV3 44167 84991 1.20% 0.154%
20 11.416 1411 1416 1419 rVV3 18119 27380 ©.39% 0.050%
21 11.457 1419 1423 1428 rVB2 15927 25110 ©.35% ©0.045%
22 11.710 1464 1466 1471 rVB6 6494 9437 0.13% 0.017%
23 11.787 1474 1479 1486 rVB5 14050 25639 0.36% 0.046%
24 12.728 1634 1639 1649 rVB2 13400 33143 0.47% ©.060%
25 13.198 1713 1719 1722 rBV4 8458 13217 ©.19% 0.024%

26 13.251 1722 1728 1737 rVV 191486 313187 4.41%
27 13.763 1790 1815 1825 rBV 2401734 5429739 76.41%
28 14.034 1854 1861 1885 rVB 2257551 3688054 51.90%
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29 14.340 1906 1913 1925 rBV 1118326 1851820 26.06% 355%
30 15.163 2047 2053 2059 rBV7 18349 31475 0.44% 057%
31 15.340 2077 2083 2099 rBV 2834203 4812471 67.72% 8.718%
32 15.463 2099 2104 2120 rVB 664301 1269552 17.87%  2.300%
33 15.792 2155 2160 2163 rBV2 35102 53870 ©.76% ©.098%
34 15.910 2178 2180 2186 rVB7 7437 10685 0.15% 0.019%
35 16.092 2207 2211 2216 rBV 73345 95511 1.34% ©.173%

36 16.187 2222 2227 2231 rBV 133582 187923 2.64% 0.340%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111423\
Data File : BN028617.D

Acqg On : 15 Nov 2023 00:20
Operator : MA/JU

Sample : 05337-18

Misc :

ALS Vvial : 24 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-BN111423.MA.M
Title : SVOA CALIBRATION
37 16.245 2232 2237 2243 rVB2 192057 342087 4.81% 0.620%
38 16.304 2243 2247 2251 rBV2 153423 213459 3.00% 0.387%
39 16.345 2251 2254 2259 rVB 98319 125940 1.77% 0.228%
40 16.404 2259 2264 2265 rBV 47189 63024 0.89% 0.114%
41 16.451 2270 2272 2276 rVB 57241 59632 0.84% 0.108%
42 16.504 2276 2281 2288 rVB4 130411 256695 3.61% 0.465%
43 16.575 2288 2293 2296 rBV 132382 190377 2.68% 0.345%
44 16.645 2302 2305 2314 rVB 77872 112284 1.58% 0.203%
45 16.781 2325 2328 2333 rVB6 10157 14224 0.20% 0.026%
46 16.975 2357 2361 2366 rBV6 10767 17552 0.25% 0.032%

47 17.092 2375 2381 2392 rBV 1197354 1999093 28.13%  3.621%
48 17.192 2392 2398 2429 rVB 3406027 5730994 80.65% 10.382%

49 17.769 2493 2496 2503 rBV9 19832 32848 0.46% 0.060%
50 18.016 2534 2538 2546 rBvV8 30805 76549 1.08% 0.139%
51 18.075 2546 2548 2554 rVB 15300 22196 ©.31% ©0.040%
52 18.222 2569 2573 2579 rBV3 33850 63076 ©0.89% 0.114%
53 18.510 2620 2622 2627 rBV6 10414 14771 0.21% 0.027%
54 18.775 2664 2667 2672 rBV 46639 53191 ©.75% ©.096%
55 18.969 2697 2700 2704 rVB3 26123 29938 0.42% 0.054%
56 19.063 2712 2716 2721 rBV 45793 62915 0.89% 0.114%

57 19.133 2725 2728 2735 rW 30472 47741 0.67% 0.086%
58 19.492 2784 2789 2815 rBV 4778109 7106293 100.00% 12.873%
59 21.304 3092 3097 3113 rBV 1254960 2260479 31.81% 4.095%
60 23.451 3456 3462 3471 rBV2 3660005 6915676 97.32% 12.528%

61 23.598 3482 3487 3498 rVB 1126169 2276715 32.04% 4.124%

Sum of corrected areas: 55203540
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111423\
BN©28617.D

: 15 Nov 2023 ©00:20

: MA/JU

: 05337-18

: 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111423.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN028617.D\data.ms

4000000

3000000

2000000

1000000

234 10 12210'487
8.863 .
7.0 7.705 9.581 0.646
2 3581 MMS-‘E‘L/& 9.287 0.387 )\ 1019268 UBUR 7
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 4.00 4.50 5.00 5.50 6.00 6.50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN028617.D\data.ms
19.492
4000000
17.192
3000000 15.340
13.763 034
2000000
14.340 17.042
1000000 15.463
13.251 R
12.728 13.198 15.;§J3 15,440

#9810 Lw 28,516 1898$33 |

O L e e e e e e L o e e e e e e e e L o e e e LA LA B e e
Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN028617.D\data.ms
23.451
4000000
3000000
2000000 ;
21.304 2p-598
1000000
0\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 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\BN111423\
Data File : BN@©28617.D

Acqg On : 15 Nov 2023 00:20
Operator : MA/JU

Sample : 05337-18

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111423.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.251 3.38 ng/ul 313187  Acenaphthene-d10 14.340
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 91
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 53

Abundance Scan 1728 (13.251 min): BN028617.D\data.ms (-1722) (- | m/z 43.00 100.00%

43.0
109.0
5000 151.1

‘ 13.00 13.50
ol gl | 2070 2828 326: 100 60 70.48%
m/z--> 50 100 150 200 250 300
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 100.0
151.0
5000 —
13,00 1350

m/z 151.05 45.14%

ol \“ ‘Mﬂmm |20
miz--> 50 100 150 200 250 300
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0 13 00 13‘50
5000 m z 41.05 21.32%
0L \“u‘\“\‘\h“‘\ HM ‘\H‘“Uh ‘\“H‘ " . “ ]‘-9‘3‘0‘ T J\“’/
miz-> 50 100 150 200 250 300
Abundance #28724:. Metacetamol
109.0 13 OO 13 50

m/z 85.00 13.39%

5000 151.0
43.0
ot b b

m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111423\
Data File : BN@©28617.D

Acqg On : 15 Nov 2023 00:20
Operator : MA/JU

Sample : 05337-18

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111423.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 5H-Pyrrolo(3,2-d)pyrimidine... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.245 3.42 ng/ul 342087 Phenanthrene-d10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 53
2 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 43
3 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 43
4 Phenol, 4-(2-methylpropyl)- 150 C10H140 004167-74-2 38
5 Phthalic acid, propyl 2-propylph... 326 C20H2204 1000357-01-7 35

Abundance Scan 2237 (16.245 min): BN028617.D\data.ms (-2232) (- | m/z 149.00 100.00%

107.0 149.0
5000
1911

55.0 N
16.00 16.50

— “‘ ool h L) 2220 28LU 0 167 00 90.31%

miz--> 50 100 150 200 250
Abundance #27174: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0

5000 U
107.0 16.00 16.50
m/z 121.60  59.65%

53.0
O J\-7;0\ \‘ ““ T \‘w T “H\ \‘ \“ T “ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #66104: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamin
43.0 149.0

==
16.00 16.50

o

5000 m/z 135.05 33.16%
191.0
80.0 ‘
o) I S A S L
m/z--> 50 100 150 200 250
Abundance #27370: Acetamide, N-(3-methylphenyl)- J\H — —
107.0 16.00 16.50

m/z 191.05 27.59%

5000
149.0
43.0 77.0

0““‘ih“”“““‘\“‘ T T T —r
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111423\
Data File : BN@©28617.D

Acqg On : 15 Nov 2023 00:20
Operator : MA/JU

Sample : 05337-18

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111423.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 4-(7-Methyloctyl)phenol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.304 2.14 ng/ul 213459  Phenanthrene-di10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 98
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 64
3 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 64
4 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 64
5 Phenol, 2-(1,1-dimethylethyl)- 156 C1eH140 000088-18-6 52
Abundance Scan 2247 (16.304 min): BN028617.D\data.ms (-2243) (- | m/z 135.00 100.00%
135.0
\,\\ ‘ T T ‘ T
410 g19 191.1 16.00 16.50
ol ddo b ldwd L1 2828 35,7151 60 59.33%
miz--> 50 100 150 200 250 300 350
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 n ——
16.00 16.50
m/z 149.00 58.77%
41.0
N 91.0 191.0
0 \“\ ‘\““\‘\“\ \M‘”‘\“i‘\‘\ } T \“\‘\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #27481: Phenol, p-tert-butyl-
135.0
— =~
16.00 16.50
5000 m/z 107.00 54.24%
41.0 95-%
ot e A
m/z--> 50 100 150 200 250 300 350
Abundance #27474: Phenol, p-tert-butyl- = T
135.0 16.00 16.50
m/z 41.05 12.45%
5000
41.0 95_#
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111423\
Data File : BN@©28617.D

Acqg On : 15 Nov 2023 00:20
Operator : MA/JU

Sample : 05337-18

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111423.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Acetamide, N-(3-methylphenyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.504 2.57 ng/ul 256695  Phenanthrene-di10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 59
2 2-(4-Methoxy-phenyl)-2-methyl-pr... 208 C12H1603 006274-50-6 38
3 Phenol, 4-(2-methylpropyl)- 150 C1eH140 004167-74-2 38
4 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 38
5 2H-Indol-2-one, 1,3-dihydro-5-hy... 149 C8H7NO2 003416-18-0 35

Abundance Scan 2281 (16.504 min): BN028617.D\data.ms (-2276) (- | m/z 149.00 100.00%

107.0 149.0
5000
T I
55‘).0 ‘ ‘ 2201 326.8 16.50
oAb bl 4 L L2201 2669 3268 107 99 87.87%
Mizee> 50 100 150 200 250 300
Abundance #27379: Acetamide, N-(3-methylphenyl)-
107.0
5000 149.0 L \
16.50
430 m/z 121.00  52.72%
O\\\‘\“"\“\M\\“\\\\\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300

Abundance #84913: 2-(4-Methoxy-phenyl)-2-methyl-propionic acid m
149.0

-

1
16.50

5000 m/z 163.05 14.61%
41.0 ‘10?- 208.0
s O
miz--> 50 100 150 200 250 300
Abundance #27507: Phenol, 4-(2-methylpropyl)- — ‘
107.0 16.50
m/z 177.05 14.22%
5000
150.0
51.0
0\\\\ih“\“‘\‘\1“‘\\“\\“‘\\\\‘\\\\‘\\\\‘\\\\ L —
m/z--> 50 100 150 200 250 300 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111423\
Data File : BN028617.D

Acqg On : 15 Nov 2023 00:20
Operator : MA/JU

Sample : 05337-18

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111423.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|
2,4,7,9-Tetrame... 13.251 3.4 ng/ul 313187 3 14.340 1851820 20.0
5H-Pyrrolo(3,2-... 16.245 3.4 ng/ul 342087 4 17.092 1999090 20.0
4-(7-Methylocty... 16.304 2.1 ng/ul 213459 4 17.092 1999090 20.0
Acetamide, N-(3... 16.504 2.6 ng/ul 256695 4 17.092 1999090 20.0
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