LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM048285.D

Acqg On : 29 Oct 2024 12:47
Operator : RC/JU

Sample : P4532-16

Misc :

ALS vial : 8 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_ M\Methods\SFAM-EPA-BM102624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48285.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.169 27 31 35 rBV 61020 73430 1.38% 0.112%
2 3.587 99 102 112 rBV 261845 405867 7.64% 0.622%
3 3.910 154 157 164 rVB 12201 17016 0.32% 0.026%
4 4.287 216 221 227 rBV6 12292 20464 0.39% 0.031%
5 4.469 249 252 256 rvv3 6381 9559 0.18% 0.015%
6 5.428 407 415 419 rBV9S 5387 12412 0.23% 0.019%
7 5.522 427 431 436 rBv4 15822 24510 0.46% 0.038%
8 5.740 460 468 474 rBV4 7521 13952 0.26% 0.021%
9 5.851 483 487 491 rVB7 6889 11767 0.22% 0.018%
106 6.069 518 524 528 rBV 49587 78044  1.47% 0.120%
11 6.293 557 562 563 rBv4 8668 11615 0.22% 0.018%
12 6.528 596 602 606 rvv2 23120 37274 0.70% 0.057%
13 6.575 606 610 617 rVB2 30301 49425 0.93% 0.076%
14 6.745 634 639 647 rBv2 4036 11004 0.21% 0.017%
15 6.892 656 664 676 rBvV 241379 436937 8.22% 0.669%
16 7.051 683 691 703 rBV 761196 1230039 23.14% 1.884%
17 7.251 718 725 737 rBV 842042 1382513 26.01% 2.118%
18 7.334 737 739 744 rVWVe6 7035 12774 0.24% 0.020%
19 7.716 795 804 812 rBV 754459 1231242 23.17% 1.886%
20 8.428 919 925 943 rW 728061 1249050 23.50% 1.913%
21 8.875 994 1001 1009 rBV 864109 1445438 27.20% 2.214%
22 8.945 1009 1013 1018 rVB 55075 81148 1.53% 0.124%
23 9.128 1018 1044 1062 rBV 1240509 4992481 93.94% 7.647%
24 9.298 1069 1073 1078 rVB 27938 44548 0.84% 0.068%
25 9.445 1093 1098 1107 rVB6 19869 44828 0.84% 0.069%
26 9.592 1116 1123 1142 rBV 732002 1261487 23.74% 1.932%
27 9.839 1148 1165 1179 rBV 425141 1353789 25.47% 2.074%
28 9.933 1179 1181 1191 rVB5 16276 29270 0.55% 0.045%
29 10.039 1196 1199 1205 rVB5 10270 13021 0.25% 0.020%
30 10.133 1207 1215 1227 rBV 1093060 1961481 36.91% 3.004%
31 10.504 1269 1278 1289 rBV 1115916 1989694 37.44%  3.048%
32 10.645 1295 1302 1322 rBV 819892 1605042 30.20% 2.458%
33 10.798 1322 1328 1336 rVB1e 13589 29518 ©.56% 0.045%
34 11.345 1412 1421 1427 rBV1e 13520 30221 0.57% 0.046%

35 11.463 1430 1441 1451 rBV 302726 742186 13.97% 1.137%

36 11.645 1469 1472 1481 rVB8 7835 16850 ©.32% 0.026%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM048285.D

Acqg On : 29 Oct 2024 12:47
Operator : RC/JU

Sample : P4532-16

Misc :

ALS vial : 8 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_ M\Methods\SFAM-EPA-BM102624.MA.M
Title : SVOA CALIBRATION
37 11.792 1493 1497 1502 rBV3 11466 20340 0.38% 0.031%
38 11.933 1515 1521 1526 rBV5 9206 15025 0.28% 0.023%
39 12.033 1533 1538 1540 rBV6 8055 12240 0.23% 0.019%
40 12.104 1543 1550 1556 rVB 18922 33531 0.63% 0.051%
41 12.263 1572 1577 1581 rBV3 11155 18991 0.36% 0.029%
42 12.351 1587 1592 1598 rVB7 5095 8401 0.16% 0.013%
43 12.927 1684 1690 1694 rVB2 8042 13610 0.26% 0.021%
44 13.263 1739 1747 1755 rBV 167998 269238 5.07% 0.412%
45 13.774 1827 1834 1842 rBV 2037131 3006982 56.58% 4.606%
46 13.880 1849 1852 1857 rVB6 5037 8321 0.16% 0.013%
47 14.051 1872 1881 1892 rBV2 2411739 3541680 66.64% 5.425%
48 14.204 1896 1907 1924 rVV 1294576 2611497 49.14%  4.000%
49 14.357 1926 1933 1944 rVB 1666500 2489609 46.85% 3.813%
50 14.486 1950 1955 1961 rVB9 9109 16803 0.32% 0.026%
51 14.592 1967 1973 1983 rBV 129815 322702 6.07%  0.494%
52 15.021 2042 2046 2049 rBV5 7335 9137 0.17% 0.014%
53 15.092 2054 2058 2066 rBV3 16356 39482 0.74% 0.060%
54 15.163 2066 2070 2073 rVvV5 8646 14375 0.27% 0.022%
55 15.351 2093 2102 2118 rVV 3152784 4497303 84.62% 6.889%
56 15.480 2118 2124 2140 rVV 1024215 1479883 27.85% 2.267%
57 15.592 2140 2143 2151 rVB4 18835 29336 ©.55% 0.045%
58 15.715 2158 2164 2173 rBV 457694 656621 12.36% 1.006%
59 15.868 2186 2190 2194 rBv2 21551 32092 0.60% 0.049%
60 15.915 2195 2198 2202 rVB3 13137 18731 0.35% 0.029%
61 16.057 2218 2222 2228 rBV3 19852 36413 0.69% 0.056%
62 16.139 2235 2236 2241 rVB5 9179 10281 0.19% 0.016%
63 16.280 2253 2260 2267 rBV 98043 139245 2.62% 0.213%
64 16.380 2273 2277 2279 rBV4 12496 17245 0.32% 0.026%
65 16.421 2281 2284 2288 rVB5 12496 17643 0.33% 0.027%
66 16.515 2296 2300 2304 rBV6 9612 16174 0.30% 0.025%
67 16.568 2304 2309 2321 rBV 187769 295903 5.57% 0.453%
68 16.704 2326 2332 2340 rBV2 85348 143826 2.71% 0.220%
69 16.868 2354 2360 2363 rBV3 25625 33414 0.63% 0.051%
70 16.921 2365 2369 2373 rVB7 12477 20982 0.39% 0.032%
71 16.980 2377 2379 2382 rVB4 9057 8147 0.15% 0.012%
72 17.104 2393 2400 2409 rBV 1827479 2641753 49.71% 4.046%
73 17.198 2410 2416 2428 rBV 3228032 4741018 89.21% 7.262%
74 17.386 2444 2448 2454 rVB3 18832 32694 0.62% 0.050%
75 17.527 2468 2472 2476 rBV4 25175 34211 0.64% 0.052%
76 17.574 2476 2480 2484 rBV2 20481 32452 0.61% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM048285.D

Acqg On : 29 Oct 2024 12:47
Operator : RC/JU

Sample : P4532-16

Misc :

ALS vial : 8 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_ M\Methods\SFAM-EPA-BM102624.MA.M
Title : SVOA CALIBRATION
77 17.668 2493 2496 2499 rBV4 13760 22993 0.43% 0.035%
78 17.774 2511 2514 2518 rBV4 15536 21856 0.41% 0.033%
79 17.815 2518 2521 2526 rVB7 15152 25426 0.48% 0.039%
80 17.898 2533 2535 2539 rVB5 9406 10190 0.19% 0.016%
81 17.945 2539 2543 2544 rBV3 6584 8628 0.16% 0.013%
82 17.998 2547 2552 2555 rBV 94790 137530 2.59% 0.211%
83 18.039 2555 2559 2563 rVB 85247 117541 2.21% 0.180%
84 18.280 2596 2600 2612 rVB2 60354 119452  2.25% 0.183%
85 18.533 2639 2643 2647 rBv4 24105 32664 0.61% 0.050%
86 18.603 2653 2655 2659 rVB5 8175 8501 0.16% 0.013%
87 18.662 2662 2665 2667 rVV3 12804 13900 0.26% 0.021%
88 18.845 2692 2696 2702 rVB4 27253 46550 0.88% 0.071%
89 18.986 2717 2720 2727 rVB 29836 46186 0.87% 0.071%
90 19.056 2728 2732 2741 rBV2 40343 74356 1.40% 0.114%
91 19.133 2741 2745 2746 rBV 46045 56825 1.07% 0.087%
92 19.156 2746 2749 2754 rVB 69724 85927 1.62% 0.132%
93 19.280 2766 2770 2778 rBV6 44767 65015 1.22% 0.100%
94 19.427 2792 2795 2800 rVB3 30207 37179 0.70% 0.057%
95 19.492 2800 2806 2818 rBV 3874206 5314514 100.00%  8.140%
96 19.603 2822 2825 2828 rBv4 19890 26361 0.50% 0.040%
97 21.015 3061 3065 3071 rBV4 75649 132642 2.50% 0.203%
98 21.327 3112 3118 3132 rBV 1614694 2488592 46.83% 3.812%
99 24.068 3576 3584 3600 rVB 1862200 4499612 84.67% 6.892%
100 24.268 3610 3618 3636 rVB 977085 2545946 47.91%  3.900%

Sum of corrected areas: 65285613
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
. BM@48285.D

: 29 Oct 2024 12:47

: RC/JU

: P4532-16

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

3500000
3000000
2500000
2000000
1500000

1000000

101330504
7.06251 7716 g428 8 9.592 645
9839
500000 3587 6.89 11463
3.169 | 3 9104 2182169 5545827@13@92%45 334 98 11.34 ﬂﬂﬂm@Bl

Abundance TIC: BM048285.D\data.ms

9.128

O

3.00 3.50 400 450 5.00 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 ll 00 11. 50 12 00 12.50

Time-->

3500000
3000000

2500000 14.051

1500000 .20
1000000

500000

Abundance TIC: BM048285.D\data.ms

19.492

15.351 17.198

13.774

2000000 17.104 21.327

14.357

55 o o4

o

: S AN T S A
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ [T L L L L L B L L L B

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

Time-->

3500000

3000000

2500000

2000000

1500000

1000000

500000

Abundance TIC: BM048285.D\data.ms

24.068

4.268

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\

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_M\Data\BM102824\
Data File : BM@48285.D

Acqg On : 29 Oct 2024 12:47
Operator : RC/JU

Sample : P4532-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.128 50.18 ng/ul 4992480 Naphthalene-d8 10.504

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
Abundance Scan 1044 (9.128 min): BM048285.D\data.ms (-1018) (-) m/z 73.05 100.00%
73.0
5000
41.0 A
AR e N Bl
H ‘ 116.1 8.80 9.00 9.20 9.40
Obrer el b | 1470 2090 2670 ., gg g5  85.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 T T T T T T
8.80 9.00 9.20 9.40
m/z 41.05 37.13%
0 \H‘\‘H\H\‘H‘L‘i\\‘M\‘\“H“\1}‘!7‘.\9\\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
R RN Man s
8.80 9.00 9.20 9.40
5000 m/z 57.05 33.41%
41.0
116.0
o b i f [ a0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24098: Hexanoic acid, 2-ethyl- H“‘H“‘H“‘H“‘mq
73.0 8.80 9.00 9.20 9.40
m/z 55.10 23.85%
50001 410
H ‘ ‘ ‘ 116.0
0 m‘u‘u“‘;‘ul,u‘ \‘\\u“u\‘1‘u\\‘\u\‘\u\,\\u‘\m‘\m‘\m‘\m‘u N R RN
m/z--> 20 40 60 80 100120140160180200220240260280 8.80 9.00 9.20 9.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BM048285.D

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\

: 29 Oct 2024 12:47

: RC/JU
: P4532-16

: 8 Sample Multiplier: 1

TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624 .MA.M
: SVOA CALIBRATION

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 Benzoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.839 13.61 ng/ul 1353790  Naphthalene-d8 10.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 96
3 Benzoic acid 122 C7H602 000065-85-0 96
4 Benzoic acid 122 C7H602 000065-85-0 94
5 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 90
Abundance Scan 1165 (9.839 min): BM048285.D\data.ms (-1148) (-) m/z 105.10 100.00%
105.1
77.0
5000
51.0
‘
‘ 9.50 10.00
Obrrrprdbdb o W B83L 1930 m/z 122,18 85.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11264: Benzoic acid
105.0
77.0
5000 T
51.0 9.50 1000
m/z 77.05 78.81%
ZZOM‘J | |
O\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11265: Benzoic acid
105.0
77.0
950 1000
5000 m/z 51.05 35.48%
51.0
o} RSOV A R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11261: Benzoic acid
105.0 950 1000
770 m/z 50.10 20.93%
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48285.D

Acqg On : 29 Oct 2024 12:47

Operator : RC/JU

Sample : P4532-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624 .MA.M
: 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 Benzoic acid, 4-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.463  7.46 ng/ul 742186 Naphthalene-ds 10.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 caHso2 000099-94-5 96

2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 95
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94

Abundance Scan 1441 (11.463 min): BM048285.D\data.ms (-1430) ({ | m/z 91.10 100.00%
91.1
136.1
5000
=
390 “ ‘ ‘ 11.50
ol ”‘H ' b Ao 207t 2820 /7 136.05  71.90%
miz--> 100 150 200 250
Abundance #18705: Benzoic acid, 4-methyl-
91.0
136.0
5000 T
11.50
m/z 119.10 61.56%
390 “ ‘
O T T T \‘H‘ ‘\“ T \ \ ‘ ‘\ ‘1 T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance #18704: Benzoic acid, 4-methyl-
91.0
136.0 IS
11.50
5000 m/z 65.10 22.05%
39.0
OHH““‘}““‘HM ‘1““1““_ e
miz--> 50 100 150 200 250
Abundance #18697: Benzoic acid, 4-methyl- —
91.0 136.0 11.50
m/z 92.10 13.58%
5000
39.0
H\ | L |
miz--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48285.D

Acqg On : 29 Oct 2024 12:47
Operator : RC/JU

Sample : P4532-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.263 2.16 ng/ul 269238  Acenaphthene-di10 14.357
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 52
4 Metacetamol 151 C8HINO2 000621-42-1 50
5 Acetaminophen 151 C8H9NO2 000103-90-2 50
Abundance Scan 1747 (13.263 min): BM048285.D\data.ms (-1739) (- | m/z 43.10 100.00%
43.1
109.1
5000 151.2
‘ 9 13.00 13.50
 —t “‘KHJTPJ” Do b 2080 28LU /5 109.10  68.07%
miz-> 50 100 150 200 250
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 T
13 00 13.50
m/z 151.20 42.51%
ol \““ ‘\\“M‘\‘t HH)‘\H Hh i “ “ :‘LQ‘Z‘O‘ T
m/z--> 100 150 200 250
Abundance #106947. 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
—
430 13 00 13 50
5000 m/z 41.05 21.54%
ob b f%Ps w2030
miz--> 50 100 150 200 250
Abundance #28724:. Metacetamol
109.0 13 00 13 50
m/z 85.10 14.12%
5000 151.0
43.0
o0 J..m®80 o} o VP B B PR
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48285.D

Acqg On : 29 Oct 2024 12:47
Operator : RC/JU

Sample : P4532-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 5 Benzoic acid, p-tert-butyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.204 20.98 ng/ul 2611560 Acenaphthene-dio 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 cl1vi402 000098-73-7 96

2 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 94
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 81
4 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 72
5 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 64
Abundance Scan 1907 (14.204 min): BM048285.D\data.ms (-1896) (- | m/z 163.05 100.00%
163.1
5000
91.1
— —
41.1 ‘ J L ' 14.00 14.50
ob b b | 03331 | | 2071 2820 ;13506 28.83%
miz--> 50 100 150 200 250
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 e —
91.0 14.00 14.50
210 i m/z 91.10 27.06%
Ot ‘\“i‘ \H\”M\ 8 “H‘\l‘%s.\‘\“ T \“\ L B B B B B
miz--> 50 100 150 200 250
Abundance #52511: 3-tert-Butylbenzoic acid
163.0
—= —
14.00 14.50
5000 ITI/Z 178.10 12.69%
91.0
0 51.0 Il ‘ \\1‘23'\ I
: e e —
miz--> 50 100 150 200 250
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol —— ——
163.0 14.00 14.50
m/z 41.10 12.34%
5000
41.0 91.0 1300
ol M0 ol Ly S S
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48285.D

Acqg On : 29 Oct 2024 12:47
Operator : RC/JU

Sample : P4532-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 6 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.715 5.27 ng/ul 656621  Acenaphthene-di10 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 Azobenzene 182 C12H1ON2 000103-33-3 72
Abundance Scan 2164 (15.715 min): BM048285.D\data.ms (-2158) (- | m/z 105.05 100.00%
105.1
77.0
5000 182.1
51.0
— —
15.50 16.00
152.1
Obrr et e A2 T L2070 sz 77,05 66.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 N —
15.50 16.00
51.0 m/z 182.10  51.70%
oL 270 I 1270 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
—— —
770 182.0 15.50 16.00
5000 ’ ’ m/z 51.05 26.15%
51.0
O ey RO P L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone e ==
105.0 15.50 16.00
m/z 181.10 8.32%
77.0
5000 182.0
51.0
0 27\.0 ‘\ H‘\ ‘ 127'0 15\2-0 ‘
R R B N e e e AR ——4 ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Data Path :
Data File :
Acqg On

Operator : RC/JU

Sample
Misc
ALS vial : 8

Quant Method
Quant Title

TIC Library

. P4532-16

Sample Multipli

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
BM048285.D
: 29 Oct 2024 12:47

er: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624 .MA.M

: SVOA CALIBRATION

: C:\Database\NIS

T20.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 7 Atra zine

R.T. EstConc Are

16.568

Hit# of 5

2.24 ng/ul 2959

Tentative ID

Concentration Rank 6

a Relative to ISTD

03 Phenanthrene-di10

1 Atrazine
2 Atrazine
3 Atrazine
4 Atrazine
5 Atrazine

215 C8H14CIN5
215 C8H14CIN5
215 C8H14CIN5
215 C8H14CIN5
215 C8H14CIN5

001912-24-9 99
001912-24-9 99
001912-24-9 99
001912-24-9 98
001912-24-9 98

Abundance Scan 2309 (16.568 min): BM048285.D\data.ms (-2304) (-
200.1
58.1
5000
122.1 *
ob— “\“H ‘“L“\m‘w‘ WMM “\ ‘}\‘MH‘?R‘ | ‘H“‘ . ‘2(‘57‘9‘ e ‘?’5‘5‘
miz--> 50 100 150 200 250 300 350
Abundance #93479: Atrazine
200.0
58.0
5000
% 132.0
o) ‘H“\\H‘MH ‘\‘%W u'} f “\ \1\‘\\\““\‘\ \L}“‘“‘u‘\ ‘\\“ T
m/z--> 50 100 150 200 250 300 350
Abundance #93481: Atrazine
200.0
5000 58.0
‘ 132.0 ‘ ‘
oso lulese Ll
m/z--> 50 100 150 200 250 300 350
Abundance #93478: Atrazine
200.0
58.0
5000
132.0
01‘5"% \‘\g\‘ﬁfi L “\ \!\‘M““\“ \L}H‘“‘u“ ‘\\“ e
m/z--> 50 100 150 200 250 300 350

m/z 200.16 100.00%
T T
16.50

m/z 58.18  55.83%

Ao :
16.50

m/z 215.18  51.55%
T T
16.50

m/z 43.18  45.59%
T T
16.50

m/z 68.08  34.97%

16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM048285.D

Acqg On : 29 Oct 2024 12:47
Operator : RC/JU

Sample : P4532-16

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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|
Hexanoic acid, ... 9.128 50.2 ng/ul 4992480 2 10.504 1989690 20.0
Benzoic acid 9.839 13.6 ng/ul 1353790 2 10.504 1989690 20.0
Benzoic acid, 4... 11.463 7.5 ng/ul 742186 2 10.504 1989690 20.0
2,4,7,9-Tetrame... 13.263 2.2 ng/ul 269238 3 14.357 2489610 20.0
Benzoic acid, p... 14.204 21.0 ng/ul 2611500 3 14.357 2489610 20.0
Benzophenone 15.715 5.3 ng/ul 656621 3 14.357 2489610 20.0
Atra zine 16.568 2.2 ng/ul 295903 4 17.104 2641750 20.0
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