LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc :

ALS Vvial : 42 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_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18763.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 26 30 37 rVvB 37384 47355 0.49% 0.079%
2 3.681 98 101 119 rBV 195139 309759 3.22% 0.516%
3 3.917 137 141 146 rVB2 11910 18306 0.19% 0.031%
4 4.011 154 157 164 rVB 9982 12994 0.14% 0.022%
5 4.540 243 247 253 rVw2 17931 25638 0.27% 0.043%
6 6.846 631 639 642 rBV9 5606 12550 0.13% 0.021%
7 7.011 660 667 678 rVB 132149 217763  2.27% 0.363%
8 7.175 689 695 707 rVB 540953 832218 8.66% 1.388%
9 7.369 721 728 736 rBvV 527386 816054 8.49% 1.361%
10 7.840 800 808 816 rVB 616017 965846 10.05% 1.610%
11  8.552 922 929 940 rBV 381142 623645 6.49% 1.040%
12 8.999 998 1005 1016 rBV 644306 1029561 10.72% 1.717%
13 9.310 1021 1058 1062 rBV 1581134 9607409 100.00% 16.018%
14  9.722 1119 1128 1142 rBV 499907 829919 8.64% 1.384%
15 9.946 1154 1166 1182 rBV 225196 542699 5.65% 0.905%

16 10.257 1209 1219 1228 rBV 777120 1302812 13.56%
17 10.634 1274 1283 1295 rBV 788051 1317818 13.72%
18 10.775 1299 1307 1315 rBV 736859 1235889 12.86%

OO NDNMNN
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I

19 10.834 1315 1317 1324 rVV4 10951 20504 0.21% 034%
20 10.916 1324 1331 1335 rVWV 73806 133900 1.39% 223%
21 10.957 1335 1338 1344 rVV3 22464 42932 0.45% 0.072%
22 11.016 1344 1348 1349 rVV4 8403 11537 0.12% 0.019%
23 11.075 1349 1358 1366 rVV3 111262 251026 2.61% 0.419%
24 11.169 1369 1374 1377 rBV5 14881 24183 0.25%  0.040%
25 11.234 1377 1385 1389 rVVv2 55620 140477 1.46% ©.234%
26 11.275 1389 1392 1398 rVB4 11268 18961 0.20% 0.032%
27 11.404 1408 1414 1418 rBv4 13876 25148 ©0.26% 0.042%
28 11.493 1427 1429 1436 rVB 126122 205398 2.14%  ©.342%
29 11.569 1436 1442 1446 rVV2 175630 294024  3.06%  0.490%
30 11.616 1446 14560 1461 rVB 94555 192641 2.01% 0.321%
31 11.793 1477 1486 1486 rVB5 7002 10128 ©.11% 0.017%
32 12.057 1518 1525 1529 rBvV8 6172 11810 0.12% ©0.020%
33 12.222 1547 1553 1558 rBvV2 16376 29279 0.30% 0.049%
34 12.375 1574 1579 1592 rBV2 34160 68384 0.71% 0.114%
35 13.298 1733 1736 1742 rVB5 7347 10238 0.11% 0.017%
36 13.375 1742 1749 1753 rBV5 9877 19014 0.20% 0.032%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc :

ALS Vvial : 42 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_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION
37 13.887 1829 1836 1849 rBV 1633063 2246897 23.39% 3.746%
38 14.163 1876 1883 1892 rBV 1655800 2500003 26.02% 4.168%
39 14.281 1895 1903 1916 rVvVv 355612 623971 6.49% 1.040%
40 14.375 1917 1919 1926 rVv8 8025 10699 0.11% 0.018%
41 14.469 1928 1935 1943 rVB 1255143 1820934 18.95% 3.036%
42 14.675 1964 1970 1978 rBV 132165 232769 2.42% 0.388%
43 14.751 1979 1983 1989 rVB 39125 59624 0.62% 0.099%
44 14.887 2001 2006 2013 rVB9 13447 22511 ©0.23% 0.038%
45 15.175 2050 2055 2066 rBvV 78588 135049 1.41% 0.225%
46 15.463 2096 2104 2118 rBV 2363714 3431663 35.72% 5.721%
47 15.581 2118 2124 2139 rVV 731335 1036502 10.79% 1.728%
48 15.704 2139 2145 2148 rVV4 10274 17614 0.18% 0.029%
49 16.034 2195 2201 2206 rBVS 6383 10914 0.11% 0.018%
50 16.187 2223 2227 2230 rVW5 6099 9846 0.10% 0.016%
51 16.239 2231 2236 2242 rVB7 7746 16119 0.17% 0.027%
52 16.616 2297 2300 2307 rBvVS8 9335 14668 0.15% 0.024%
53 16.763 2321 2325 2330 rBV8 8919 12626 0.13% 0.021%
54 16.981 2358 2362 2364 rBvV3 8349 10979 0.11% 0.018%
55 17.028 2365 2370 2376 rVB4 17038 31007 0.32% 0.052%
56 17.216 2395 2402 2411 rBV 1672855 2364334 24.61% 3.942%
57 17.316 2412 2419 2430 rVV 2870794 4048839 42.14% 6.750%
58 17.810 2499 2503 2508 rBV 24705 32147 0.33% 0.054%
59 17.886 2514 2516 2522 rVB6 10149 12169 0.13% 0.020%
60 18.110 2548 2554 2562 rBV 227541 334572  3.48% 0.558%
61 18.575 2630 2633 2638 rVB3 14363 17496 0.18% 0.029%
62 19.128 2723 2727 2731 rBV2 51722 69733 0.73% 0.116%
63 19.198 2735 2739 2742 rBV 61229 82251 0.86% 0.137%
64 19.339 2759 2763 2769 rBV 171595 221565 2.31% 0.369%
65 19.551 2793 2799 2805 rBV 4156650 5489657 57.14% 9.153%
66 21.304 3092 3097 3106 rBV 2585663 3186956 33.17% 5.313%

67 23.516 3466 3473 3490 rVB 3564255 6948525 72.32% 11.585%
68 23.669 3492 3499 3509 rVB 1905464 3669178 38.19% 6.117%

Sum of corrected areas: 59979636
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 12 Dec 2023 12:21
: MA/JU
. 05675-13

42

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
BPO18763.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
LSCINT.P

Abundance
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TIC: BP018763.D\data.ms
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Time-->

TIC: BP018763.D\data.ms
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP@18763.D

Acqg On : 12 Dec 2023 12:21

Operator : MA/JU

Sample : 05675-13

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

Library Search Compound Report

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

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.
9.310 145.81 ng/ul 9607410  Naphthalene-d8 10.634
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 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72

Abundance Scan 1058 (9.310 min): BP018763.D\data.ms (-1021) (-) m/z 73.00 100.00%
3.0

—

5000
S/ N——
W ‘ ‘ . 9.00 9.20 9.40 9.60
ol b} 1440 207.9 283.0341.0 415647595338 1/, gg.e0  79.22%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 I N RN RN R R
29, 9.00 9.20 9.40 9.60
‘ m/z 41.05 31.49%
O‘\\‘\‘M’LJ}\ J\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

—

Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
R RN
9.00 9.20 9.40 9.60
5000 m/z 57.05 29.49%
ot baao
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24099: Hexanoic acid, 2-ethyl- R A RRARERR T
73.0 9.00 9.20 9.40 9.60
m/z 55.00 24.25%
5000 A/\\
0 ly \h‘ l’\ Al ‘ {

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Benzoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.946 8.24 ng/ul 542699 Naphthalene-d8 10.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 97
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid 122 C7H602 000065-85-0 93
5 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 90

Abundance Scan 1166 (9.946 min): BP018763.D\data.ms (-1154) (-) m/z 104.95 100.00%

105.0
5000
—=

39'L 10.00
Okl | 191.0 268.1326.8385.2 4505 521.2 /7 121.95  77.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
5000 T
10 00
m/z 77.0 75.44%
O‘\\\\[!\H\\“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid
105.0
10 00
5000 ITI/Z 32.59%

39%
lﬂ\l\ l”\

e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /&waAK\HM_J
Abundance #11261: Benzoic acid M

0
105.0 1000
19.29%
5000
SQ#X
L S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.916 2.03 ng/ul 133900 Naphthalene-d8 10.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 38
2 tert-Butyldimethylsilyl 17-aceto... 452 C20H4009Si 1010366-90-4 35
3 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 35
4 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 27
5 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 25

Abundance Scan 1331 (10.916 min): BP018763.D\data.ms (-1324) (- m/z 87.00 100.00%
87.0

§:

11.00
w_m'u‘\!“1‘7‘7‘?‘H?ﬁ?f’ﬁ???”f“?‘?“l‘f“?%?’ﬁ?‘ iz A5es T

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #9406. Hydrazine, 1-ethyl-1-(1-methylpropyl)-
87.0
——

5000
11.00

m/z 88.00 65.34%
it

O

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326102: tert-Butyldimethylsilyl 17-acetoxy-3,6,9,12,15-p!

i

87.0
11.00
5000 m/z 71.10 54.89%
217.0
159.0
LT T PO N TN
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9353: Thiophene, 2-ethyltetrahydro- —]
87.0 11.00
m/z 57.05 50.51%
5000
27?
O‘HAMMwH‘H"_‘H,H"_‘H‘H‘W“H‘H‘W“H‘H‘W‘ o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.075 3.81 ng/ul 251026  Naphthalene-d8 10.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-ethyl-2,3,3-tri... 158 C9H1802 038541-67-2 43
2 1-Butene, 1-(methylthio)-, (E)- 102 C5H10S 017414-27-6 38
3 Pentanoic acid, 2-methyl-, ethyl... 144 C8H1602 ©39255-32-8 38
4 Nonanoic acid, 4,6-dimethyl-, me... 200 C12H2402 055955-66-3 35
5 3,4,6-Tri-O-methyl-d-glucose 222 C9H1806 1000127-03-2 35

Abundance Scan 1358 (11.075 min): BP018763.D\data.ms (-1349) (- m/z 102.05 100.00%
102.1

43.0
5000
AN T ‘
HIIJLA” 207.0264.9 3409 415.1 505.7 1199 .
Ol by o TE0R Y SR S 2 m/z 71.10  81.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35462: Butanoic acid, 2-ethyl-2,3,3-trimethyl-
57.0
5000
11.00
‘ m/z 87.00 77.79%
O‘\\L‘\h‘J\‘m\h\l‘\“}%ﬁ.?\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4911: 1-Butene, 1-(methylthio)-, (E)-
87.0
11.00
5000 ITI/Z 57.05 74.02%
27.
o‘H“MMLW_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24252: Pentanoic acid, 2-methyl-, ethyl ester — ‘
102.0 11.00
43.0 m/z 43.05 68.82%
- y&w/&gﬂqw/\ﬁ/thAfK/
O‘chhNL‘MH‘H‘W‘H‘M‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Hexanoic acid, 2-ethyl-, me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.234 2.13 ng/ul 140477  Naphthalene-d8 10.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 50
2 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 42
3 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 40
4 1-Hepten-4-o0l, 4-methyl- 128 C8H160 001186-31-8 27
5 3-Methylundecanoic acid 200 C12H2402 065781-38-6 25

Abundance Scan 1385 (11.234 min): BP018763.D\data.ms (-1377) (- m/z 87.00 100.00%

87.0
5000

11.00 11.50
207.9
\H.Jt [l4p1 2079 28283408 41554741 5456 /. 105 09 o4.46%

0l ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35453: Hexanoic acid, 2-ethyl-, methyl ester
102.0
5000 A —
11.00 11.50
41" m/z 71.10  62.58%
O‘\‘\\!‘f“‘lf!lT‘\ll‘\’\H[\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24231: Pentanoic acid, 2-ethyl-, methyl ester
87.0
e e
11.00 11.50
5000 ITI/Z 57.00 49.,69%
27.
oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35457: Hexanoic acid, 2-ethyl-, methyl ester — —
87.0 11.00 11.50

m/z 41.10  49.25%

1L Lo WN\

0\“"\“"\“‘h‘!‘“‘\““\““!““\““\““\““\““\‘ T

\ 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
BPO18763.D

: 12 Dec 2023 12:21
: MA/JU
. 05675-13

: 42 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

: SVOA CALIBRATION

¢ 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 unknown-03 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.493 3.12 ng/ul 205398 Naphthalene-d8 10.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hydrazine, 1,1-diethyl-2-(1-meth... 130 C7H18N2 067398-39-4 45
2 Heptanoic acid, 2-propyl-, methy... 186 C11H2202 056247-53-1 38
3 Hydrazine, 1,1-diethyl-2-(1-meth... 130 C7H18N2 067398-39-4 9

4 4-Heptanol, 4-methyl- 130 C8H180 000598-01-6 9
5 1,3-Dioxane, 2-pentadecyl- 298 C19H3802 017352-27-1 9
Abundance Scan 1429 (11.493 min): BP018763.D\data.ms (-1427) (- | m/z 87.00 100.00%

87.0
- AJ\M
M
‘ L 207.0 11.50
obrrdid s 156 207.02686 3411 4152 5050 /7 130.00  31.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15634: Hydrazine, 1,1-diethyl-2-(1-methylethyl)-
87.0
5000 T
11.50
m/z 101.00 16.08%
9.0
O \ll\‘\"‘nifJ\\“‘\J\V\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #60836: Heptanoic acid, 2-propyl-, methyl ester
87.0
o
11.50
5000 ITI/Z 57.10 9.84%
P9 ‘ 144.0
0 AMRJLJMM\mww_m"‘H_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15632: Hydrazine, 1,1-diethyl-2-(1-methylethyl)- Fer
87.0 11.50
m/z 116.00 7.80%
5000
29.0
0‘mﬁmﬂuﬂu‘W‘u‘w‘u“u‘M‘H‘H‘W‘H‘M“W‘H‘M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 7 Benzoic acid, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.569 4.46 ng/ul 294024  Naphthalene-d8 10.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 95
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 95
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 91
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 90
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 90

Abundance Scan 1442 (11.569 min): BP018763.D\data.ms (-1436) (- m/z 91.00 100.00%

91.0
5000

1150
OWJWW* 49,0 221.0283.0340.8401.7 5095 = n/7 135.95  64.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18705: Benzoic acid, 4-methyl-
91.0
5000 T T

1150
m/z 102.00  59.27%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18704: Benzoic acid, 4-methyl-
91.0

o

1150
5000 m/z 119.00 56.72%
o‘?ZWJMM P T e e /\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18697: Benzoic acid, 4-methyl- o
91.0 11.50

87.00  54.34%

) J\k
0 PI u\’

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 unknown-04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.616 2.92 ng/ul 192641 Naphthalene-d8 10.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Alanine, N-methoxycarbonyl-, p... 357 C20H39NO4 1000313-38-3 35
2 1-Alanine, N-methoxycarbonyl-, d... 315 C17H33NO4 1000313-38-0 35
3 Glycine, N-methyl-N-methoxycarbo... 301 C16H31NO4 1000320-61-2 35
4 Methyl 2-ethyldecanoate 214 C13H2602 020483-47-0 33
5 .alpha.-D-Xylofuranoside, methyl... 192 C8H1605 035007-52-4 32
Abundance Scan 1450 (11.616 min): BP018763.D\data.ms (-1446) (| | m/z 102.00 100.00%
102.0
5000
43.0 WJX,_
ey ]
\ ‘ | 11.50 12.00
ob b, 20702668 35604180 5240 ./, g7 00 99.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #266822: |-Alanine, N-methoxycarbonyl-, pentadecyl este
102.0
5000 CLe ——
11.50 12.00
m/z 43.05 28.31%
o 430 1 2550  357.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #218352: |-Alanine, N-methoxycarbonyl-, dodecyl ester
102.0
e 1
11.50 12.00
5000 m/z 55.00 23.02%
ol 2130 3160
O e T TRER
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #200736: Glycine, N-methyl-N-methoxycarbonyl-, undec —— —r
102.0 11.50 12.00
m/z 41.05 19.48%
h \/\/\_/f\/v\éx'
ol 239 | 1990 3010
r e e e e e R o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Benzoic acid, p-tert-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.281 6.85 ng/ul 623971  Acenaphthene-di10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 96
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 93
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 74
4 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 72
5 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 70
Abundance Scan 1903 (14.281 min): BP018763.D\data.ms (-1895) (- m/z 163.10 100.00%
1638.1
5000
91.0
14 00 14 50
O g b [ 222.0280.9 355.04153474.9 549/ "135 0 26.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 _—
91.0 14. 00 14 50
’ m/z 90.95 6.64%
O‘\\“\j)ﬁf“\hf‘\[“\hfl\]W\‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
ﬁJL
14. 00 14 50
5000 m/z 178.05 2.71%
91.0
AESTIINN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol
163.0 14 00 14 50
m/z 164.00  12.06%
5000
0 105.0
O e R i R B B R R —— o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc

ALS vial : 42

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 10 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.110 2.83 ng/ul 334572  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2554 (18.110 min): BP018763.D\data.ms (-2548) (- m/z 73.00 100.00%
73.0

5000
213.2

%

1800 1850
81.0
A H_wﬂ‘“M#m 3421 4150474.95351 /7 59.95  76.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 T
18.00 18.50
m" 213.0 m/z 43.10 64 .85%
O‘H\‘ ‘\\l‘w”\h\\‘J\H\‘\H\“H\\‘H\\‘\H\‘\\\\‘\\\\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #143508: n-Hexadecanoic acid
420 256.0
18.00 18.50
5000 ITI/Z 57 .00 64 .70%
129.0
R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T ——
73.0 18.00 18.50
m/z 55.00 62.62%
256.0
5000
“ 57.0
oM (o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018763.D

Acqg On : 12 Dec 2023 12:21
Operator : MA/JU

Sample : 05675-13

Misc

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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, ... 9.310 145.8 ng/ul 9607410 2 10.634 1317820 20.0
Benzoic acid 9.946 8.2 ng/ul 542699 2 10.634 1317820 20.0
unknown-01 10.916 2.0 ng/ul 133900 2 10.634 1317820 20.0
unknown-02 11.075 3.8 ng/ul 251026 2 10.634 1317820 20.0
Hexanoic acid, ... 11.234 2.1 ng/ul 140477 2 10.634 1317820 20.0
unknown-03 11.493 3.1 ng/ul 205398 2 10.634 1317820 20.0
Benzoic acid, 4... 11.569 4.5 ng/ul 294024 2 10.634 1317820 20.0
unknown-04 11.616 2.9 ng/ul 192641 2 10.634 1317820 20.0
Benzoic acid, p... 14.281 6.8 ng/ul 623971 3 14.469 1820930 20.0
n-Hexadecanoic ... 18.110 2.8 ng/ul 334572 4 17.216 2364330 20.0
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