LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\

Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26

Operator : RC/JU

Sample : P4380-06RXDL 10X

Misc :

ALS Vvial : 28 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-BN101624.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BN@34666.D\data.ms

peak R.T. first

# min
1 2.964
2 3.505
3 3.617
4 3.817
5 3.928
6 4.628
7 4.775
8 4.899
9 5.158
10 5.205
11 5.705
12 6.193
13 6.681
14 6.864
15 7.005
16 7.199
17 7.305
18 7.664
19 7.740
20 7.858
21 8.099
22 8.158
23 8.193
24 8.240
25 8.363
26 8.422
27 8.475
28 8.534
29 8.752
30 8.805
31 8.893
32 9.216
33 9.234
34  9.287
35 9.522
36 9.628

SFAM-EPA-BN10

scan
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119
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381
391
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556
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694
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840
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690
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1000
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1026
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1149

PK
TY

rVB
rBv
rBv
rBv
rVB

rVB
rBv
rvB1e
rBv
rvv8

rvv2
rBv
rBv
rvv
rBv

rvwv
rBv3
rBv
rvv
rvva

rvvs
rvv2
rvv
rvv
rvv2

rvwv
rvB4
rBv1e
rBvV5
rvwv

rvv4
rBv8
rVvv5s
rvv
rBv

rvvé

peak
height
1654417
147386
56458
94590
34032

354696
280485

5490

35974
8130

18109
54369
51226
963795
132231

154898
12496
1205468
26734
8933

11755
18138
21916
32303
136965

48262
10387

8325

16589
134060

18579
7794
11778
13241
100854

9574

corr.
area
2364263
285765
89898
160023
45528

1067767
718811
14944
53661
16090

30847
83993
85384
1510987
202099

242156
31480
1858672
36239
15429

19939
28362
34665
50418
216462

81519
18449
21110
24418
207330

31795
19964
17061
25050
170685

19091
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc :

ALS Vvial : 28 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-BN101624.MA.M
Title : SVOA CALIBRATION
37 9.675 1149 1154 1161 rVWV 48624 103718 3.20% 0.273%
38 9.781 1165 1172 1181 rVwV 80917 153340 4.74% 0.404%
39 9.863 1183 1186 1193 rVV8 13066 29564 0.91% 0.078%
40 9.928 1193 1197 1203 rVVv6 13008 23990 0.74% 0.063%
41  9.999 1203 1209 1213 rVV4 12529 24301 0.75% 0.064%
42 10.058 1213 1219 1228 rVvV 181538 310653 9.60% 0.818%
43 10.222 1242 1247 1254 rBV5 11508 24031 0.74% 0.063%
44 10.440 1277 1284 1288 rVV 1562025 2622339 81.02% 6.903%
45 10.487 1288 1292 1300 rVV 1479730 2336823 72.19% 6.152%
46 10.569 1300 1306 1316 rVV2 141879 301618 9.32% 0.794%
47 11.005 1368 1380 1403 rBV 617731 1507649 46.58%  3.969%
48 11.257 1417 1423 1432 rVB3 109084 201959 6.24% 0.532%
49 11.610 1476 1483 1488 rVB 18699 30887 0.95% 0.081%
50 11.787 1506 1513 1521 rBV5 18378 40032 1.24% 0.105%
51 11.928 1527 1537 1545 rBV 718067 1167870 36.08% 3.074%
52 12.104 1557 1567 1573 rBv2 52779 109111 3.37% 0.287%
53 12.257 1580 1593 1600 rBV 257461 486069 15.02% 1.280%
54 12.322 1600 1604 1614 rVB 41906 83341  2.57% 0.219%
55 12.593 1645 1650 1660 rVB3 65141 139005 4.29% 0.366%
56 12.810 1682 1687 1689 rBV6 10103 15257 0.47% 0.040%
57 13.134 1738 1742 1748 rVB6 19102 37899 1.17% 0.100%
58 13.210 1748 1755 1765 rBV 370428 576347 17.81% 1.517%
59 13.428 1786 1792 1797 rBvV7 16163 28258 0.87% 0.074%
60 13.551 1810 1813 1817 rBV 25276 36603 1.13% 0.096%
61 13.669 1828 1833 1835 rBV6 13792 22443 0.69% 0.059%
62 13.716 1835 1841 1849 rVV 206015 308325 9.53% 0.812%
63 13.787 1849 1853 1856 rVV5 13460 19399 0.60% 0.051%
64 13.904 1868 1873 1880 rBV9 12107 22304 0.69% 0.059%
65 13.987 1880 1887 1897 rBV 297333 480755 14.85% 1.266%
66 14.157 1910 1916 1925 rBV 282948 399419 12.34% 1.051%
67 14.293 1932 1939 1948 rBV 1985135 2991030 92.41% 7.874%
68 14.357 1948 1950 1953 rVWV 23221 29682 0.92% 0.078%
69 14.393 1953 1956 1967 rVB1e 17331 34548 1.07% 0.091%
70 14.487 1967 1972 1978 rBV3 34242 56354 1.74% 0.148%
71 14.575 1983 1987 1997 rVB3 19327 41103 1.27% ©0.108%
72 14.704 2002 2009 2012 rBV2 41274 74201 2.29% 0.195%
73 14.751 2012 2017 2025 rVV6 50871 150209 4.64% 0.395%
74 14.828 2026 2030 2034 rVB3 14372 21447 0.66% 0.056%
75 15.010 2057 2061 2066 rVB7 15635 22768 0.70% 0.060%
76 15.110 2073 2078 2083 rBV2 17498 36016 1.11% 0.095%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc :

ALS Vvial : 28 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-BN101624.MA.M
Title : SVOA CALIBRATION
77 15.287 2102 2108 2113 rBV 363146 533884 16.49% 1.405%
78 15.345 2113 2118 2122 rVB2 34500 58446 1.81% 0.154%
79 15.398 2122 2127 2134 rBV2 58162 86172 2.66% 0.227%
80 15.669 2169 2173 2178 rVWVW 38677 54465 1.68% 0.143%
81 15.740 2180 2185 2195 rVV 237028 339655 10.49% 0.894%
82 16.122 2247 2250 2255 rVB6 11136 18079 0.56% 0.048%
83 16.222 2263 2267 2275 rBV6 20391 34113 1.05% 0.090%
84 16.292 2275 2279 2283 rBV2 25924 45069 1.39% 0.119%
85 16.345 2283 2288 2296 rVW 363274 459226 14.19% 1.209%
86 16.440 2298 2304 2314 rVB 111733 184053 5.69% 0.485%
87 16.798 2361 2365 2368 rBv4 25741 43196 1.33% 0.114%
88 16.869 2373 2377 2383 rVB5 12800 24613 0.76% 0.065%
89 17.039 2400 2406 2411 rBV 2115523 2932353 90.59% 7.720%
990 17.134 2417 2422 2431 rVB 375667 543706 16.80% 1.431%
91 17.434 2466 2473 2480 rVB2 60998 122660 3.79% 0.323%
92 17.516 2483 2487 2488 rBV4 13707 18439 0.57% 0.049%
93 17.598 2498 2501 2505 rVB3 13914 19731 0.61% 0.052%
94 18.075 2578 2582 2589 rBV 39108 66362 2.05% ©.175%
95 18.269 2611 2615 2623 rVB5 51980 84456  2.61% 0.222%
96 19.428 2807 2812 2817 rBV 436790 578767 17.88% 1.524%
97 19.528 2825 2829 2833 rBV3 46793 60038 1.85% ©.158%
98 21.257 3118 3123 3130 rBV2 2034389 2862007 88.42% 7.534%
99 23.945 3574 3580 3590 rVB 255877 578516 17.87% 1.523%
100 24.139 3605 3613 3625 rVB 1295582 3236838 100.00% 8.521%

Sum of corrected areas: 37985865
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN034666.D\data.ms

2000000
964

1500000
7.664

1000000 6.864

11.928
11.005

500000

12.257

0.569 ||11.257
11 508710652333

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\.\\‘\\\\‘\\\\‘\\\\‘\\\\\\‘\\\\‘\\\\‘\\A\A\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BN034666.D\data.ms
17.039 21.p57

2000000 14.293

1500000

1000000

19.428

500000 13910 15.287 16.345  17.134

13,746 P97 15.740 a0
1 e st edtmrsings

R e = e

Time--> 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
Abundance TIC: BN034666.D\data.ms

S

2000000

24.139
1500000
1000000

500000 23.94 L

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_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Propanoic acid, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.505 3.07 ng/ul 285765 1,4-Dichlorobenzene-d4 7.664

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 87
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 87
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 83
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 76
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 49
Abundance Scan 105 (3.505 min): BN034666.D\data.ms (-93) (-) m/z 43.05 100.00%
43.0
5000 73.0 /L
H‘HH‘HH’HH/‘\TW“
5o 3.20 3.40 3.60 3.80
Obrrrrrrril bl S35 118.9140.9 2079 w/z 41.05  53.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2312: Propanoic acid, 2-methyl-
43.0
5000 730 L B L B B
3.20 3.40 3.60 3.80
m/z 73.00  38.38%
O\;?\‘?\“U\\“i \\‘\‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2319: Propanoic acid, 2-methyl-
43.0
S e
3.20 3.40 3.60 3.80
5000 m/z 39.00 18.06%
73.0
0 15.0 L
N \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2318: Propanoic acid, 2-methyl- A R R EEE
43.0 3.20 3.40 3.60 3.80
m/z 44.95 17.42%
5000
73.0
R O A
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Butanoic acid, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.628 11.49 ng/ul 1067776  1,4-Dichlorobenzene-d4 7.664

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
Abundance Scan 296 (4.628 min): BN034666.D\data.ms (-280) (-) m/z 60.00 100.00%
60.0
5000 /k\
A REEEEEE R e
h ( 4.40 4.60 4.80 5.00
ol dlaty 1010 1469 1909 2804 /7 43,05  38.63%
miz-> 50 100 150 200 250
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 L B B R
4.40 4.60 4.80 5.00
m/z 41.05 32.50%
27.0 ‘ !
O T T “f U ‘H\H ‘\ T \o‘]-.\() T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4826: Butanoic acid, 3-methyl-
60.0
R RRARN RN
4.40 4.60 4.80 5.00
5000 m/z 45.00 22.26%
27.0
miz--> 50 100 150 200 250
Abundance #4825 Butanoic acid, 3-methyl- VVJ\TTM\\\‘H\\‘\\H‘\\
60.0 4.40 4.60 4.80 5.00
m/z 87.00 17.90%
5000
27.0
ol bl oo
m/z--> 50 100 150 200 250 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26

Operator : RC/JU

Sample : P4380-06RXDL 10X

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Benzeneacetic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.005 11.50 ng/ul 1507650  Naphthalene-d8 10.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Benzeneacetic acid 136 C8H802 000103-82-2 94
3 Benzeneacetic acid 136 C8H802 000103-82-2 94
4 Benzeneacetic acid 136 C8H802 000103-82-2 90
5 Propanedioic acid, phenyl- 180 C9OH804 002613-89-0 90

Abundance Scan 1380 (11.005 min): BN034666.D\data.ms (-1368) (- | m/z 91.00 100.00%
91.0
5000
136.0
63,0 ) 11 OO
o,‘Hﬁ‘mwﬁuw‘w‘wu‘_u‘_u‘_u‘%9??H‘_H‘_H‘_?3%r m/z 136.00  27.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18692: Benzeneacetic acid
91.0
5000 s ‘
11.00
136.0 m/z 92.10 17.61%
39.0
O ’HH“\‘\“H“HH‘H‘ \‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18696: Benzeneacetic acid
91.0
\
11.00
5000 m/z 65.00 16.28%
136.0
6%0 ‘
Otprrrrbrter et by e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18695: Benzeneacetic acid I
91.0 11 00
m/z 62.95 7.29%
5000
136.0
%)
Ol prrrrptrrrphrrtpberprrre b e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 11 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 Indole Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.928 8.91 ng/ul 1167876  Naphthalene-d8 10.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 Indole 117 C8H7N 000120-72-9 97
3 Indole 117 C8H7N 000120-72-9 96
4 Indole 117 C8H7N 000120-72-9 95
5 Indolizine 117 C8H7N 000274-40-8 90

Abundance Scan 1537 (11.928 min): BN034666.D\data.ms (-1527) (- | m/z 117.10 100.00%

1171
5000
89.0

58,5 12 00
L

Obprrrdeat btk 2470 1909 28LU sz ge.00  44.25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9736: Indole
117.0
5000
89.0 1200
m/z 89.0 33.97%
O\’\\H‘HHH““HH‘\H\‘\HU‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9734: Indole
117.0
1200
5000 ITI/Z 62.9 13.50%

89.0
270,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9733: Indole

0
117.0 1200
m/z 118.00  9.41%
5000
89.0
o‘M‘H‘Hmwﬁ‘wu‘W‘HU_H‘_‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H‘H
miz—> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26

Operator : RC/JU

Sample : P4380-06RXDL 10X

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.MA.M
: 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 7 Hydrocinnamic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.257 3.71 ng/ul 486069 Naphthalene-d8 10.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hydrocinnamic acid
2 Hydrocinnamic acid
3 Hydrocinnamic acid
4 Hydrocinnamic acid
5 Hydrocinnamic acid

150 CSH1e02
150 C9H1002
150 C9H1e02
150 C9H1e02
150 CSH1e02

000501-52-0 96
000501-52-0 95
000501-52-0 94
000501-52-0 93
000501-52-0 90

Abundance Scan 1593 (12.257 min): BN034666.D\data.ms (-1580) (- | m/z 91.00 100.00%
91.0
5000
150.1 N
— =
51.0 | 12.00 12.50
ob— M‘h m‘»”k J 210 | 1029 2810 ./, 1p4.08  49.21%
miz--> 50 100 150 200 250
Abundance #28265: Hydrocinnamic acid
91.0
5000 T —r—
150.0 12.00 12.50
m/z 150.05 29.68%
51.0
O\\‘\‘\‘}L\“\“h\‘\““‘\ T \‘\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #28272: Hydrocinnamic acid
91.0
A =
12.00 12.50
5000 150.0 m/z 105.05 16.47%
51.0 ‘
oL ‘U}LJ“‘H“ | W S
miz--> 50 100 150 200 250
Abundance #28271: Hydrocinnamic acid s =
91.0 12.00 12.50
m/z 77.00 16.16%
5000
150.0
51.0
0180 ;L““H“ H“ —t . e
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 8 Vanillin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.210 3.85 ng/ul 576347  Acenaphthene-d10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
3 Vanillin 152 C8H803 000121-33-5 97
4 Vanillin 152 C8H803 000121-33-5 97
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
Abundance Scan 1755 (13.210 min): BN034666.D\data.ms (-1748) (- | m/z 152.00 100.00%
15p.0
5000
81.0
53.0 109.0
m ‘ 13 00 13 50
O rrrrerrdie bl bl bbb 2970 m/z 15100 98.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29934: Vanillin
151.0
5000 1
13 00 13.50
109.0 %
530 ‘ m/z 80.95 30.76
O\\\\‘\\\\“\\“H‘\“‘\“\\\W\\\H\‘\l\\‘\\\\‘\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
—r=
13 00 13.50
5000 m/z 109.00 22.56%
81.0
»9 53.0 109.0
ommm\u“mu el HW!‘H_MW“_wmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29937: Vanillin N
152.0 13 00 13.50
m/z 123.00  18.43%
5000
81.0
0 109.0
o‘Hwmw“u“HMmJ‘;Huu_l‘www“_m_m_m e
m/z--> 20 40 60 80 100 120 140 160 180 200 13 00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 9 Ethanone, 1-(3-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.157 2.67 ng/ul 399419  Acenaphthene-d10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 97
2 Apocynin 166 C9H1003 000498-02-2 96
3 Apocynin 166 C9H1003 000498-02-2 93
4 Apocynin 166 C9H1003 000498-02-2 93
5 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 91
Abundance Scan 1916 (14.157 min): BN034666.D\data.ms (-1910) (- | m/z 151.00 100.00%
151.0
5000
—— —
430 770 108 0‘ ‘ 14.00 14.50
Y Mﬂ bliw b L 142080 281 ./, 166.00  44.42%
m/z--> 100 150 200 250
Abundance #42254.Ethanone,1{3-hydroxy-44nethoxypheny0-
151.0
5000 M ‘

— —
14.00 14.50
m/z 123.00  27.16%

43.0 108.0
77.0
01\4\0 T ‘\“ b “‘ b T ‘\ Py “ e LA B S
Mjze> 50 100 150 200 250
Abundance #42057: Apocynin

151.0
T .
14.00 14.50
5000 m/z 108.00 12.16%
43.0 o 108.0
PR 4 P Y A
m/z--> 50 100 150 200 250 ,A
Abundance #42058: Apocynin ot .
151.0 14.00 14.50

43.05 11.10%

5000
430 420 108.0 |
| |

ob——sl by L4 L
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 10 Benzaldehyde, 4-hydroxy-3,5... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.746  2.32 ng/ul 339655 Phenanthrene-die 17.040
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzaldehyde,
2 Benzaldehyde,
3 Benzaldehyde,
4 Benzaldehyde,
5 Benzaldehyde,

4-hydroxy-3,5-dime...
4-hydroxy-3,5-dime..
4-hydroxy-3,5-dime...
4-hydroxy-3,5-dime...
4-hydroxy-3,5-dime...

182 C9H1e04
. 182 C9H1e04
182 C9H1le04
182 C9H1e04
182 CS9H1e04

000134-96-3 98
000134-96-3 98
000134-96-3 97
000134-96-3 96
000134-96-3 94

Abundance Scan 2185 (15.740 min): BN034666.D\data.ms (-2180) (- | m/z 182.05 100.00%
182.1
5000 JMA\
111.0 —— —r—
65.0 ‘ ‘ - 15.50 16.00
oL 3%9MMM\M \\m‘\hH % ““ : “?89} m/z 181.10 60.59%
miz--> 50 100 150 200 250
Abundance  #57563: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-
182.0
5000 — e
15.50 16.00
m/z 111.00 17.69%
65.0 1110
ST I R L )
miz--> 50 100 150 200 250
Abundance #57565: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-
182.0
P ey
15.50 16.00
5000 m/Z 96.00 17.28%
650 96.0 1390
0 “‘\‘”Mm\h J ‘ ‘ﬂ‘ — e
m/z-> 50 100 150 200 250
Abundance #57562: Benzaldehyde, 4-hydroxy-3,5-dimethoxy- T e
182.0 15.50 16.00
m/z 65.00 14.03%
5000
65.0 111.0
oL B4 d i sol | SSRVINSY.
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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 11 Ethanone, 1-(4-hydroxy-3,5-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.345 3.13 ng/ul 459226  Phenanthrene-d10 17.040
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 98
2 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 97
3 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 96
4 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 96
5 4,5-Dimethoxy-2- hydroxyacetophenone 196 C10H1204 020628-06-2 87

Abundance Scan 2288 (16.345 min): BN034666.D\data.ms (-2283) (- | m/z 181.00 100.00%

181.0
5000

43.0
67.0  108.0 153.0 16.00 16.50
0 H“H“W‘wwﬂkwwwuh‘JM‘&3?R‘HM‘H“ﬂ“EQ79 m/z 196.05  47.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70956: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)-
181.0
5000
16.00 16.50

m/z 43.00 16.83%

43.0 153.0
67.0
\]-\5\‘0\\\\"\\H\‘\‘\M\\\m“\?%‘\?\1‘\]-\2“‘?\0\‘\“‘\\\‘\‘\\\\“\\\\“\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70955: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)-
181.0

o

1600 1&50
5000 m/z 153.00 13.03%
43.0
670 93.0 123.0
ST O T v T A SN A
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #70951: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)-

181.0 1600 1650

m/z 182.05 10.07%

5000
43.0 153.0

m/z--> 20 40 60 80 100 120 140 160 180 200 1600 1650
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101724\
Data File : BN@34666.D

Acqg On : 19 Oct 2024 02:26
Operator : RC/JU

Sample : P4380-06RXDL 10X
Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101624.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|
Propanoic acid,... 3.505 3.1 ng/ul 285765 1 7.664 1858670 20.0
Butanoic acid, ... 4.628 11.5 ng/ul 1067770 1 7.664 1858670 20.0
Benzeneacetic acid 11.005 11.5 ng/ul 1507650 2 10.440 2622340 20.0
Indole 11.928 8.9 ng/ul 1167870 2 10.440 2622340 20.0
Hydrocinnamic acid 12.257 3.7 ng/ul 486069 2 10.440 2622340 20.0
Vanillin 13.210 3.9 ng/ul 576347 3 14.293 2991030 20.0
Ethanone, 1-(3-... 14.157 2.7 ng/ul 399419 3 14.293 2991030 20.0
Benzaldehyde, 4... 15.740 2.3 ng/ul 339655 4 17.040 2932350 20.0
Ethanone, 1-(4-... 16.345 3.1 ng/ul 459226 4 17.040 2932350 20.0
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