LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc :

ALS vial : 81 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-BP111023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18101.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.228 20 24 27 rBV2 17995 22115 0.51% 0.061%
2 3.263 27 30 38 rVB 22436 27265 0.63% 0.076%
3 3.346 39 44 48 rBV 111771 129563 3.00% 0.359%
4 3.669 96 99 113 rBV 82861 147400 3.41% 0.409%
5 3.834 123 127 136 rVB2 41630 60385 1.40% 0.167%
6 4.481 232 237 242 rBvV2 22885 34037 0.79% 0.094%
7 5.122 341 346 350 rBV6 9045 15259 0.35% 0.042%
8 5.157 350 352 358 rW7 6020 8718 0.20% 0.024%
9 5.340 379 383 388 rBV4 10784 15010 0.35% 0.042%
10 5.710 439 446 457 rBV 1561973 2168743 50.14% 6.014%
11 5.916 476 481 488 rVB3 10358 18050 0.42% 0.050%
12 6.034 496 501 508 rBvV 75788 105818 2.45% 0.293%
13 6.716 611 617 623 rVB1o 4224 7807 0.18% 0.022%
14 7.034 662 671 688 rBV 2911080 4325095 100.00% 11.994%
15 7.192 693 698 710 rVW 339372 524414 12.12%  1.454%
16 7.369 719 728 737 rBV 352525 602992 13.94% 1.672%
17 7.440 737 740 746 rVB3 15559 24555 ©.57% 0.068%
18 7.781 791 798 802 rBV7 8936 16375 0.38% 0.045%
19 7.845 802 809 813 rBV 217676 381361 8.82% 1.058%
20 7.981 829 832 839 rVB4 9322 15488 0.36% 0.043%
21 8.198 861 869 874 rBVile 8066 16790 0.39% 0.047%
22 8.386 893 901 911 rVB 53023 84124 1.95% 0.233%
23 8.528 917 925 928 rBv2 45316 75015 1.73% 0.208%
24 8.575 928 933 941 rVV2 237176 425029 9.83% 1.179%
25 8.639 941 944 956 rVB3 27731 68300 1.58% 0.189%
26 8.763 958 965 969 rBV3 20116 29242 0.68% 0.081%
27 8.804 969 972 977 rVB3 8803 11638 0.27% 0.032%
28 8.857 977 981 987 rBV3 17923 32326 0.75% 0.090%
29 8.916 987 991 995 rBV2 18725 27775 0.64% 0.077%
30 8.963 995 999 1005 rBV 19200 28600 0.66% 0.079%
31 9.051 1007 1014 1020 rBV 473902 796438 18.41%  2.209%
32 9.116 1021 1025 1031 rVB 105753 149017 3.45% 0.413%
33  9.192 1031 1038 1041 rBV3 34364 71534 1.65% ©.198%
34 9.257 1046 1049 1055 rVB4 41732 66995 1.55% 0.186%
35 9.351 1055 1065 1074 rVB4 53730 132768 3.07% 0.368%

36 9.445 1074 1081 1093 rBV6 69840 224286 5.19% 0.622%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc :

ALS vial : 81 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-BP111023.MA.M
Title : SVOA CALIBRATION
37 9.539 1093 1097 1101 rBV2 28928 45849 1.06% ©0.127%
38 9.581 1101 1104 1105 rvv3 8339 7167 0.17% 0.020%
39 9.622 1105 1111 1118 rVB6 59244 132754 3.07% 0.368%
40 9.692 1118 1123 1127 rBV4 15534 26037 0.60% 0.072%
41  9.763 1128 1135 1147 rBV 404986 706752 16.34%  1.960%
42 9.904 1155 1159 1161 rBV2 6942 9489 0.22% 0.026%
43  9.945 1161 1166 1169 rVVW3 24466 38188 0.88% 0.106%
44  9.986 1169 1173 1178 rVV2 43223 91146 2.11% ©.253%
45 10.045 1178 1183 1194 rVB6 53831 150338 3.48% 0.417%
46 10.204 1202 1210 1215 rBV3 94163 231693 5.36% 0.643%
47 10.298 1219 1226 1238 rVV2 500169 1233556 28.52% 3.421%
48 10.381 1238 1240 1245 rVV2 60723 122846  2.84% 0.341%
49 10.433 1245 1249 1257 rW4 61181 149875 3.47% 0.416%
50 10.663 1279 1288 1299 rVB 307830 576566 13.33%  1.599%
51 10.845 1311 1319 1340 rVB 429030 1026282 23.73% 2.846%
52 10.992 1340 1344 1351 rBV5 27936 61195 1.41% 0.170%
53 11.092 1357 1361 1365 rBV4 26147 53084 1.23% 0.147%
54 11.339 1398 1403 1407 rBV5 31626 58058 1.34% 0.161%
55 11.404 1407 1414 1417 rBV3 35956 71250 1.65% ©.198%
56 11.445 1417 1421 1422 rBV 34900 40680 0.94% 0.113%
57 11.557 1434 1440 1445 rBV6 43313 111550 2.58% 0.309%
58 11.692 1458 1463 1469 rVB2 142578 239762 5.54% 0.665%
59 12.169 1539 1544 1556 rVB2 43069 99303 2.30% 0.275%
60 12.480 1590 1597 1602 rBV5 14751 33640 0.78% 0.093%
61 12.863 1658 1662 1666 rVV7 5963 10766 0.25% 0.030%
62 12.916 1668 1671 1675 rVB5 4865 7702 0.18% 0.021%
63 13.104 1699 1703 1709 rBV3 16928 29580 0.68% 0.082%
64 13.357 1738 1746 1753 rBV 120263 189614 4.38% 0.526%
65 13.480 1763 1767 1771 rVB6 6294 7763 0.18% 0.022%
66 13.827 1823 1826 1830 rBV5 15533 20604 0.48% 0.057%
67 13.904 1835 1839 1840 rBvV2 15983 17882 0.41% 0.050%
68 13.939 1840 1845 1851 rVV 1153576 1543603 35.69% 4.281%
69 14.127 1873 1877 1883 rVB5 18546 31930 0.74% 0.089%
70 14.216 1885 1892 1904 rBV 1164108 1742613 40.29% 4.833%
71 14.333 1906 1912 1919 rVV6 12895 32678 0.76% 0.091%
72 14.521 1936 1944 1951 rBV 426608 650171 15.03% 1.803%
73 14.604 1954 1958 1967 rVB8 12344 27502 0.64% 0.076%
74 14.827 1991 1996 2005 rBv4 21279 61858 1.43% 0.172%
75 14.910 2008 2010 2014 rVB5 8032 9188 ©0.21% 0.025%
76 15.269 2067 2071 2075 rBV3 10504 16870 0.39% 0.047%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc :

ALS vial : 81 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-BP111023.MA.M
Title : SVOA CALIBRATION
77 15.439 2097 2100 2104 rBV5 11129 18027 ©0.42% 0.050%
78 15.521 2107 2114 2122 rVV 1615775 2241468 51.82% 6.216%
79 15.674 2132 2140 2151 rBV 559276 876127 20.26% 2.430%
80 15.757 2151 2154 2159 rVB6 15814 24680 0.57% 0.068%
81 15.845 2166 2169 2172 rVB5 10510 11377 0.26% 0.032%
82 16.233 2230 2235 2243 rVB5 15237 31212 0.72% 0.087%
83 16.327 2243 2251 2254 rBV4 24960 62972 1.46% 0.175%
84 16.363 2254 2257 2259 rVv4 14838 19072 0.44% 0.053%
85 16.386 2259 2261 2268 rVB2 17570 29651 0.69% 0.082%
86 16.457 2268 2273 2277 rBV4 22321 36758 0.85% 0.102%
87 16.598 2294 2297 2301 rVB5 9379 11605 0.27% 0.032%
88 16.727 2315 2319 2323 rBV2 16566 20160 0.47% 0.056%
89 16.798 2328 2331 2336 rVB7 8379 13189 0.30% 0.037%
990 17.298 2410 2416 2423 rBV 575929 820275 18.97% 2.275%
91 17.398 2427 2433 2445 rBV 1794457 2596864 60.04% 7.202%
92 18.145 2556 2560 2567 rBV 62341 94130 2.18% 0.261%
93 18.351 2593 2595 2598 rBV4 7828 8692 0.20% 0.024%
94 19.221 2739 2743 2746 rBV3 24412 33180 0.77% 0.092%
95 19.292 2753 2755 2760 rVB 26631 35354 0.82% 0.098%
96 19.392 2768 2772 2779 rBV5 43291 66733 1.54% 0.185%
97 19.651 2811 2816 2824 rBV 2392533 3157497 73.00% 8.756%
98 21.427 3113 3118 3124 rBV 696051 955370 22.09%  2.649%
99 23.762 3507 3515 3525 rVB2 1653530 3314576 76.64% 9.192%
100 23.927 3537 3543 3555 rVB 455977 972357 22.48% 2.697%

Sum of corrected areas: 36059037
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Nov 2023 12:41
: MA/JU
: 05158-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BP018101.D

: 8  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP018101.D\data.ms
7.034

5.710

718369 9.051  g763 10298 10845

10.66
o 7845 8575 ’ JL o
328509834 4481 smmmao |88 6716 || || 74407 7iom1 860 mmuieH OB HABRLADIR SIPEINOL.
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2500000

2000000

1500000
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500000

TIC: BP018101.D\data.ms

19.651

17.398
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13.939.216

14.521

Time-->

o215 anurena bid saz Bﬁi@wmsm 575 A5
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Abundance

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BP018101.D\data.ms

23.762

21.427
3.927

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 6
R.T. EstConc Area Relative to ISTD R.T.
3.346 6.79 ng/ul 129563 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Pyridinone, 3-hydroxy- 111 C5H5NO2 016867-04-2 45
2 2-Furamide 111 C5H5NO2 000609-38-1 42
3 2-Heptenoic acid, phenyl ester 204 C13H1602 1000406-90-4 40
4 1-Cyclohexanol, 2-[1-(phenylsulf... 252 C13H1603S 1000196-78-3 39
5 2-Thiophenecarboxylic acid, 2-et... 238 C13H1802S 1010278-88-5 39

Abundance  Scan 44 (3.346 min): BP018101.D\data.ms (-39) (-) m/z 111.15 100.00%

111.2
50007 43.0

| 320 340 3.60
o ddgh] 2072 2821 3861 4612 BALL .. 4305 44.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6846: 2(1H)-Pyridinone, 3-hydroxy-
111.0

5000 T
3.20 3.40 3.60

m/z 55.10  19.21%

2%0
e T
‘\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6836: 2-Furamide
111.0

o

o

3‘20 3‘40 3‘60 |
5000 m/z 67.10 16.17%
39.0
O'L“‘ A A AN AR AN AR AN RARAS RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79875: 2-Heptenoic acid, phenyl ester R
111.0 3.20 3.40 3.60

m/z 41.00 12.42%

5000
41.
H 204 0
b

O o e e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 unknown-02 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
3.834 3.17 ng/ul 60385 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 5,6-Dihydro-6-methyluracil 128 C5H8N202 002434-49-3 47

2 4-Piperidinone, 1-methyl- 113 C6H11NO 001445-73-4 47

3 Ethosuximide 141 C7H11NO2 000077-67-8 47

4 1-[2-(3-Chloro-phenoxy)-ethyl]-4... 254 C13H19CIN20 337312-00-2 47

5 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 47

Abundance Scan 127 (3.834 min): BP018101.D\data.ms (-123) (-) m/z 43.05 100.00%
43.0

113.2
5000 /L

) RER Yy

209.2068,0327.1  429.3 )
o‘H‘4‘”mHH_m,m‘2,?”?‘9‘w_HWHHW‘??%?“ m/z 113.15  63.97%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13803: 5,6-Dihydro-6-methyluracil
42.0 118.0
5000 L L L O LI BN I B

3.60 3.80 4.00 4.20
m/z 55.05 42.79%

O‘\L\J\"ll\‘\‘\l\‘\\’\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7843: 4-Piperidinone, 1-methyl-
43.0

113.0 3.60 3.80 4.00 4.20
5000 m/z 70.05 38.83%
O e J\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21791: Ethosuximide R R A Raaa
113.0 3.60 3.80 4.00 4.20

m/z 95.10  26.98%

55.0 JL
5000
“ T
0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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

Concentration Rank 1

Peak Number 3 2-Heptanol, 2-methyl-

R.T. EstConc Area Relative to ISTD R.T.
5.710 113.74 ng/ul 2168740 1,4-Dichlorobenzene-d4 7.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanol, 2-methyl- 130 C8H180 000625-25-2 64
2 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 64
3 2-Decanol, methyl ether 172 C11H240 1000333-83-9 50
4 2-Hexanol, methyl ether 116 C7H160 1000333-92-0 45
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 45
Abundance Scan 446 (5.710 min): BP018101.D\data.ms (-439) (-) m/z 59.10 100.00%
59.1
5000
” I 4 . 5.40 5.60 5.80 6.00
b ,‘ ALY 2072 2811 3551 429.4489.2548)  m/z 43.e5  21.92%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #15724: 2-Heptanol, 2-methyl-
59.0
5000 L N R R R R
5.40 5.60 5.80 6.00
L m/z 41.05 17.69%
0‘\\”\‘\}’} ‘\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #15786: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0
o ERREEEEREEE SR
5.40 5.60 5.80 6.00
5000 m/z 55.05 16.12%
owh\‘,' I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47389: 2-Decanol, methyl ether o ERREEEEREEE SRR
59.0 5.40 5.60 5.80 6.00
m/z 97.20 14.70%
5000
0 Wiy 1400
e AR R ama
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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-03 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.034 5.55 ng/ul 105818 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dodecanol, 2-methyl- 200 C13H280 001653-37-8 47
2 6-Methylheptane-1,6-diol 146 C8H1802 005392-57-4 38
3 Amylene hydrate 88 C5H120 000075-85-4 37
4 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 28
5 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 28
Abundance Scan 501 (6.034 min): BP018101.D\data.ms (-496) (-) m/z 59.05 100.00%
59.0
5000

‘ J 5.80 6.00 6.20 6.40
bl [127,9 2212 296.1357.3418.1 5206 /7 7e.1@  57.35%

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

Abundance #76042: 2-Dodecanol, 2-methyl-

59.0 J\
5000 L L I L L BN
5.80 6.00 6.20 6.40
m/z 43.05 45.02%
O\\‘\\”‘“‘4\‘\“1\2\6\.\0‘\1ﬁ5\-‘0\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25553: 6-Methylheptane-1,6-diol
59.0
A RANERTEEE S
5.80 6.00 6.20 6.40
5000 m/z 41.05 31.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2361: Amylene hydrate  AREEERTEREE T
59.0 5.80 6.00 6.20 6.40
m/z 55.05 26.68%
5000 [\
o“ — 1 R S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 5 2,5-Hexanediol, 2,5-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.386 4.41 ng/ul 84124  1,4-Dichlorobenzene-d4 7.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 78
2 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 78
3 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 78
4 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 50
5 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 47
Abundance Scan 901 (8.386 min): BP018101.D\data.ms (-893) (-) m/z 43.00 100.00%
43.0
5000
113.2
RERRAEEEEE R
208.1 2811 8.00 8.20 8.40 8.60 8.80
bbbl 2502 2811 3553 45715246 m/z 59.e5  90.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25567: 2,5-Hexanediol, 2,5-dimethyl-
43.0
5000
30 8.00 8.20 8.40 8.60 8.80
113. m/z 70.05 47.11%
O‘H“\“\“‘\“\LH\‘\J\H‘\\H’\H\’H\\‘HH‘HH‘HH‘\\H‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25568: 2,5-Hexanediol, 2,5-dimethyl-
43.0
RERRREEEEE
8.00 8.20 8.40 8.60 8.80
5000 m/z 55.05 34.47%
113.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25562: 2,5-Hexanediol, 2,5-dimethyl- e RARBAAEmasEE SRR S
43.0 8.00 8.20 8.40 8.60 8.80
m/z 113.20 32.48%
5000
113.0
0""",, [T T R T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60 8.80

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:07:18 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Norvenlafaxine Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.639 3.58 ng/ul 68300 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Norvenlafaxine 263 C16H25N02 130198-38-8 64
2 Cyclopentaneethanamine, N,.alpha... 141 C9H19N 000102-45-4 50
3 Hordenin acetate 207 C12H17N02 095469-40-2 50

4 .alpha.-Pinene, 10-(dimethylamin... 193 C13H23N 015063-97-5 50
5 2,3 Methylenedioxymethcathinone 207 C11H13NO3 1010386-29-7 50

Abundance Scan 944 (8.639 min): BP018101.D\data.ms (-941) (-) m/z 58.10 100.00%

58.1

=

5000
e A R
142 2 8.40 8.60 8.80 9.00
Ol 1 715220722671 3573 4376 5083 ./, 41,05 10.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151836: Norvenlafaxine
58.0
5000 L LI B LA BN B U
8.40 8.60 8.80 9.00
120.0 m/z 42.00 6.05%
TN SV o I .48602440
O‘\\\!‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #22056: Cyclopentaneethanamine, N,.alpha.-dimethyl-
58.0

-

8.40 8.60 8.80 9.00
5000 m/z 39.10 4.63%

3

126.0

L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83717: Hordenin acetate R REAREEEEEE T

58.0 8.40 8.60 8.80 9.00
m/z 100.00 4.34%
) Jm

Obritpbr 2210 2070 S OV A PO

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:07:19 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 3-Octanol, 3,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.116 7.82 ng/ul 149017 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 64
2 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 50
3 3-Octanol, 3,6-dimethyl- 158 C10H220 000151-19-9 50
4 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 43
5 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 40
Abundance Scan 1025 (9.116 min): BP018101.D\data.ms (-1021) (-) m/z 73.10 100.00%
- Jﬂu
N AANERENEERES
\ 1432 8.80 9.00 9.20 9.40
Ol by G327 2511 34113995 47645359 ./, 69 95  37.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34654: 3-Octanol, 3,7-dimethyl-
73.0
5000 L L B R I IR B
8.80 9.00 9.20 9.40
m/z 55.10 31.38%
Olsp\\‘\ ' 1 30
‘\\f\‘\ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34642: 3-Octanol, 3,7-dimethyl-
73.0
R A RARES
8.80 9.00 9.20 9.40
5000 m/z 43.05 30.31%
OISO M3
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34641: 3-Octanol, 3,6-dimethyl- N ARRRaEEE LS,
73.0 8.80 9.00 9.20 9.40
m/z 41.10 17.63%
h Ayﬂwﬂmkﬁjkqﬂj\f\ﬂj
015-%\,9?-0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:07:20 2023 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BP018101.D

: 12 Nov 2023 12:41
: MA/JU
: 05158-10

: 8  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 8 Diehtylamino-3-benzenesulfo... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

9192 3.75 ngul 71534 1,4-Dichlorobenzene-dd 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Diehtylamino-3-benzenesulfonamid... 298 C15H26N202S 025132-10-9 58
2 2-Thiophenecarboxamide, N-[3-(di... 240 C12H20ON20S 1000319-44-0 53
3 Salicylic acid, 4-proroxy-, 3-di... 309 C17H27NO4 055828-24-5 52
4 2-Aminooctane, N-acetyl- 171 C1OH21NO 023602-00-8 50
5 o0-(iso-Pentyl) S-(2-diethylamino... 295 C13H30ONO2PS 1000273-62-3 50

Abundance Scan 1038 (9.192 min): BP018101.D\data.ms (-1031) (-) m/z 86.15 100.00%
86.2
N
" “ Nl ‘ 1772 2671 3562 8.80 9.00 9.20 9.40 9.60
ol bl 2702 o o0 4611 5388 m/z 73.10  41.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #196406: Diehtylamino-3-benzenesulfonamidopentane
86.0
5000 [T IT T[T T T ot rT
8.80 9.00 9.20 9.40 9.60
m/z 55.10 27.91%
0 \\\““J\\M\\‘l\\\]-\‘ﬁ?.\o\\‘\\\\‘\2\8\3\.9\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123010: 2-Thiophenecarboxamide, N-[3-(diethylamino)g
86.0
SR EREEL AR
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 69.05 26.36%
211.0
29,0, | ‘ ‘
0‘4MWHuyu‘u‘H‘Num‘H‘W‘H‘_“W‘H‘_‘H‘H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210423: Salicylic acid, 4-proroxy-, 3-diethylaminopropyl PO T
86.0 8.80 9.00 9.20 9.40 9.60
m/z 41.05 21.49%
B WANRAAJ\A/\AJX/\JMAU
oL il 1790287.0 3090 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60

Page: 12
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 2-(3-Dimethylamino-propyl)-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
0.257 232 ngul 66995 Naphthalene-ds 16.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(3-Dimethylamino-propyl)-benzo. .. 282 CI7H1EN202  1000318-08-6 53
2 5-Hepten-2-amine, N,6-dimethyl- 141 CSH1SN 000503-01-5 43

3 N1-(4-fluorobenzyl)-N2,N2-dimeth... 292 C13H16F4N20 1000511-02-0 43
4 4-Piperidineamin, N-(2-(dimethyl... 281 C12H22F3N30 1000470-40-0 43
5 Methanamine, 1-(dicyclohexylphos... 255 C15H3@NP 066830-54-4 38

Abundance Scan 1049 (9.257 min): BP018101.D\data.ms (-1046) (-) m/z 58.10 100.00%
58.1

5000

=

SN TS AN
“ 1423 0. w100 9.00 9.20 9.40 9.60
AT 2072 28113409 415147535348 0 7319 77.06%

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

Abundance #176051: 2-(3-Dimethylamino-propyl)-benzo[de]isoquinol
58.0

o

B

5000 LB L NI B I B I
9.00 9.20 9.40 9.60
m/z 55.05 53.31%
obid 1 1260 2100 282.0
‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22036: 5-Hepten-2-amine, N,6-dimethyl-
58.0
B RS ERLaR SR
9.00 9.20 9.40 9.60
5000 m/z 69.05 52.06%
Ot 280 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #188392: N1-(4-fluorobenzyl)-N2,N2-dimethyl-1,2-ethane R
58.0 9.00 9.20 9.40 9.60

m/z 84.10 46.72%

5000

3

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:07:22 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 2-Butylamine, N-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.351 4.61 ng/ul 132768 Naphthalene-d8 10.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butylamine, N-butyl- 129 C8H1SN 1000463-86-0 64
2 2-Hydrazino-2-imidazoline 100 C3H8N4 1000239-54-7 52
3 Hydantoin 100 C3H4N202 000461-72-3 52

4 4-Bromo-5-[3-dibutylaminopropyla... 358 C15H27BrN40 1000256-15-1 50
5 4-Chloro-N-butylcathinone 239 C13H18CINO 1000466-85-1 47

Abundance Scan 1065 (9.351 min): BP018101.D\data.ms (-1055) (-) m/z 100.15 100.00%

100.2
5000
411 \‘\\\\‘\\\\‘\\\\‘\\\\’/\\
N H \ 207.1 279.43410 i 9.00 9.20 9.40 9.60
ol AL 2071 279434104007 47825451 1/, gg @5  36.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14968: 2-Butylamine, N-butyl-
100.0
5000 L L B L BN BN R B

9.00 9.20 9.40 9.60
m/z 128.15 28.92%

?WA |

0‘\\‘\‘\’\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4036: 2-Hydrazino-2-imidazoline
100.0
ST T
9.00 9.20 9.40 9.60
5000 ITI/Z 41.10 18.47%
30.0l
o_M,m e R s WA
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4020: Hydantoin AR A i
28.0 9.00 9.20 9.40 9.60
100.0 m/z 44.05  16.36%
- W\M\/\N\,\
o‘m‘Jl,“‘lu‘mH‘mww_HWm_Mwwww“ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:07:24 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 unknown-04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.445 7.78 ng/ul 224286  Naphthalene-d8 10.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropylethylamine 129 C8H1SN 007087-68-5 43
2 Formamide, N,N-dibutyl- 157 C9H19NO 000761-65-9 37
3 2H-Imidazole-2-thione, 1,3-dihyd... 114 C4H6N2S 000060-56-0 37
4 Fenfluramine, N-acetyl- 273 C14H18F3NO 1000448-49-5 32
5 N-Ethylamphetamine acetate 205 C13H19NO 072687-64-0 25

Abundance Scan 1081 (9.445 min): BP018101.D\data.ms (-1074) (-) m/z 72.05 100.00%
72.0

=

5000
‘ W ' 9.20 9.40 9.60 9.80
142.1 : : : :
0o Mu lodli 2072 20513583  462.25228 47 114.15  50.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14962: Diisopropylethylamine
114.0
5000
9.20 9.40 9.60 9.80
44.0 m/z 55.05 40.42%
O‘\\H\‘J{‘h\l\d\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34444: Formamide, N,N-dibutyl-
72.0
B R B
9.20 9.40 9.60 9.80
5000 m/z 58.05 40.25%
oAbl st
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #8040: 2H-Imidazole-2-thione, 1,3-dihydro-1-methyl- AR RRRRN RS
114.0 9.20 9.40 9.60 9.80

m/z 41.10 30.07%

5000

2

42.0
Lk .d I

R A AR s R e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:07:25 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 12 unknown-@5 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.622 4.60 ng/ul 132754  Naphthalene-d8 10.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propaneamine, N,N-diethyl- 115 C7H17N 006006-15-1 35
2 Oxazolidine, 2,3-dimethyl-2-propyl- 143 C8H17NO 161500-41-0 35
3 Aminothiazole 100 C3H4N2S 000096-50-4 30
4 4-Heptanone 114 C7H140 000123-19-3 27
5 Isobutyl S-2-dipropylaminoethyl ... 323 C15H34NO2PS 1010510-46-2 27

Abundance Scan 1111 (9.622 min): BP018101.D\data.ms (-1105) (-) m/z 100.15 100.00%
100.2

3

5000
41,
i \l 193.1 3271 4153 %50 10.09
bt il L, 2051 268.1327.1 4153 489.0549.  m/z 114.15  76.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8939: 2-Propaneamine, N,N-diethyl-
100.0
5000 — reod
9.50 10.00
41. m/z 43.10  53.18%
O‘\\"\%"J\J\\ \"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23472: Oxazolidine, 2,3-dimethyl-2-propyl-
100.0
e e
9.50 10.00
5000 ITI/Z 58.10 48.09%
YN
O‘NARW\MH R R RAAaRE L A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4028: Aminothiazole 7 —
100.0 9.50 10.00

m/z 41.10 31.53%

m WMJLN\

0 ettt e — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:07:26 2023 Page: 16



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On 12 Nov 2023 12:41

Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 13 unknown-06 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
5.98  3.16 ng/ul 51146 Naphthalene-ds 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentane, 1-(1-butenyloxy)-, (E)- 142 COHI8O 054004-25-0 38

000075-22-9 27
468712-10-9 27
1000439-30-5 27
1000304-53-7 22

2 Trimethylamine, compd. with bora... 73 C3H12BN

3 0-(n-Butyl) S-[2-(diethylamino)e... 267 C11H26NO2PS
4 Urea, N,N-dimethyl-N',6N'-dibutyl- 200 C11H24N20

5 9H-1,3,4,9-Tetraazafluorene-2-th... 301 C15H19N5S

Abundance Scan 1173 (9.986 min): BP018101.D\data.ms (-1169) (-) m/z 72.10 100.00%
72.1

-

5000 142.2
A
[ 222.2 295.1357.2 431.2 504.1 10.90
ol b g LLL #2202 2950357.2 4312 5041 m/z 86.10  90.91%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23089: Pentane, 1-(1-butenyloxy)-, (E)-
73.0
5000 ——
142.0 10.00
‘ ‘ ' m/z 142.15  42.07%
O’\\\‘“\I\\‘\‘]\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #824: Trimethylamine, compd. with borane (1:1)
72.0

=

o
10.00
5000 m/z 55.10  27.12%

o

139| |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156304: O-(n-Butyl) S-[2-(diethylamino)ethyl]-methanep
86.0

=

—
10.00
m/z 41.10  25.53%

5000

3

0 (AN 166.0225.0
et e e e e e e

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:07:27 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 14 unknown-07 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.045 5.21 ng/ul 150338 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanamine, 2-methyl- 87 C5H13N 000594-39-8 35
2 Propionamide, N-propyl-N-butyl- 171 C1OH21NO 1000438-44-6 35
3 [7-Chloro-1,2,3,4-tetrahydro-3-[... 459 C25H25C1F3N3  144155-87-3 27
4 Undec-10-ynoylamide, N-(2-butyl)... 265 C17H31NO 1000491-72-1 14
5 Methanetricarboxaldehyde 100 C4H403 018655-47-5 14

Abundance Scan 1183 (10.045 min): BP018101.D\data.ms (-1178) (- m/z 58.10 100.00%

58.1
5000
28.2
T T
10.00
221.2281.1 .
o”‘ﬂ‘l,l356'2461'2546" m/z 86.10  79.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2161: 2-Butanamine, 2-methyl-
58.0
5000 e ‘
10.00
m/z 72.10 73.13%
O‘\H\h\ld\[\}\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46326: Propionamide, N-propyl-N-butyl-
72.0
T T
10.00
5000 ITI/Z 100.15 41.98%
142.0
o_“‘lmmmm“‘WH,mww_m‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #328609: [7-Chloro-1,2,3,4-tetrahydro-3-[[4-trifluoromethy = ‘
58.0 10.00

m/z 70.10  39.49%

5000

=

388.0
0 || 1400 2290 350 """ 450.0
b R 3220 | 4590 -

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\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 15 unknown-08 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.204 8.04 ng/ul 231693  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl S-2-dipropylaminoethyl eth... 281 C12H28NO2PS 1000510-44-7 43
2 2-Pentanamine, N-(1-methylbutyl)- 157 C10H23N 040221-44-1 43
3 4-[2-(4-morpholinyl)ethoxy]pheny... 294 C15H26N202Si  1000479-02-9 40
4 5-Fluoro-4(3H)-pyrimidinone 114 CAH3FN20 000671-35-2 38
5 Piperazine, 1,4-dimethyl- 114 C6H14N2 000106-58-1 38

Abundance Scan 1210 (10.204 min): BP018101.D\data.ms (-1202) (- m/z 114.20 100.00%
114.2

5000

.

41.1

e
'I ”i | 2213 | 10.00 1050
ALy 22132821 35624152 489.6548. ./, 1p9.15  60.04%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174056: Ethyl S-2-dipropylaminoethyl ethylphosphonoth
114.0

5000 1
10.00 10.50
m/z 58.10 22.18%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #34032: 2-Pentanamine, N-(1-methylbutyl)-
114.0

—
44.0 10.00 10.50
5000 m/z 41.10 21.75%

\l\'wull\ \
S
miz--> 50 100 150 200 250 300 350 400 450 500 550 M

Abundance #191185: 4-[2-(4-morpholinyl)ethoxy]phenylamine, TMS T
114.0 10.00 10.50

m/z 55.05 18.31%

5000 WMW/\/
56. 178023502 °

ol
e

B R R

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

o

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 16 Propionamide, N-propyl-N-bu... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.381 4.26 ng/ul 122846  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propionamide, N-propyl-N-butyl- 171 C10H21NO 1000438-44-6 53
2 2,trans-5-Diethylpiperazine 142 C8H18N2 006189-24-8 38
3 N,N'-Diisopropylethylenediamine 144 C8H20N2 004013-94-9 35
4 0-(n-Butyl) S-[2-(diethylamino)e... 267 C11H26NO2PS 468712-10-9 35
5 L-Valine, N-(3-cyclopentylpropio... 311 C18H33NO3 1000346-65-6 35

Abundance Scan 1240 (10.381 min): BP018101.D\data.ms (-1238) (- m/z 72.10 100.00%
72.1

3

5000
i R
l M Y22 00720601 3423 42934894548, 0 1050
0 bbb 29722091 3423 42934894548 ./, g6 19 73.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46326: Propionamide, N-propyl-N-butyl-
72.0
5000 — —
10.00 10.50
142.0 m/z 55.10 21.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22909: 2,trans-5-Diethylpiperazine
72.0
P e
10.00 10.50
5000 ITI/Z 44.10 18.74%
H 142.0
0"wﬁﬂﬁﬂhhH“_“W“‘W“H“H‘,‘H‘,H“_“‘_“W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24328: N,N'-Diisopropylethylenediamine — —
72.0 10.00 10.50
m/z 58.10 14.82%
o Aﬁﬁ/\MﬂKI\NMJVJNMMMW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 17 DL-Leucine, N-acetyl-, ethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.434 5.20 ng/ul 149875 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 DL-Leucine, N-acetyl-, ethyl ester 201 C10H19NO3 004071-36-7 59
2 Glycine, N-(N-acetyl-L-leucyl)-,... 286 C14H26N204 ©55712-44-2 59
3 3-Octanamine, N,N-dimethyl- 157 C10H23N 024539-82-0 58
4 2-(4-Tert-butylphenoxy)ethanamin... 277 C16H23NO3 1000502-14-3 53
5 Methyl S-2-diethylaminoethyl met... 225 C8H20ONO2PS 203385-78-8 43
Abundance Scan 1249 (10.433 min): BP018101.D\data.ms (-1245) (- | m/z 86.10 100.00%
86.1
o
“ \ 6-2 922.2282.1341.2 1050
O vy L1177 222226213412 4152 4903549. ./, 158 79  43.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #76606: DL-Leucine, N-acetyl-, ethyl ester
86.0
5000 1
10.50
l? m/z 142.20  24.70%
145.0
O‘\zﬁ-l\’m\\H\‘\“\\‘\\\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #180942: Glycine, N-(N-acetyl-L-leucyl)-, butyl ester
86.0
e
10.50
5000 m/z 69.10 21.84%
217|.
ol 1580 2300
‘\‘\\\’\'\ﬂ\J\“\‘\\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34028: 3-Octanamine, N,N-dimethyl- —
86.0 10.50
m/z 41.05 19.10%
5000
MW\ 57.0
0 e e S e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 18

unknown-09

Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
10.992 2.12 ng/ul 61195 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(2-methylbutyl)- 129 C7H15NO 054824-90-7 46
2 Acetamide, N-propyl-N-pentyl- 171 C1OH21NO 1000438-05-1 43
3 1-Butanamine, N-(1-methylethyl)- 115 C7H17N 039099-23-5 35
4 1,3-Dimethyl-3,4,5,6-tetrahydro-... 128 C6H12N20 007226-23-5 30
5 2,4(1H,3H)-Pyrimidinedione, dihy... 128 C5H8N202 001672-04-4 27

Abundance Scan 1344 (10.992 min): BP018101.D\data.ms (-1340) (-

72.1
5000
142.2
hm\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #14883: Acetamide, N-(2-methylbutyl)-
72.0
5000
1 s00
O‘\\I\“\’J\H\‘\‘\\H‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

m/z 72.10 100.00%

¢

11.00

m/z 128.20  79.25%

:

11.00

m/z 100.10  44.92%

z

11.00

m/z 58.10  27.80%

¢

T
11.00

m/z 142.20  24.96%

mlz--> 0 50

Abundance #46321: Acetamide, N-propyl-N-pentyl-
72.0
5000
1420
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #8943: 1-Butanamine, N-(1-methylethyl)-
28.0
5000
100.0
ANIIAD

100 150 200 250 300 350 400 450 500 550

k

11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 19 unknown-10 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

11.339 2.01 ng/ul 58058 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methoxy-[1,2,3]oxadiazole 100 C3H4N202 1000322-54-7 43
2 Methyl methacrylate 100 C5H802 000080-62-6 43
3 N-Acetyl-N-methyl-DL-leucine, me... 201 C1OH19NO3 1000453-80-5 30
4 2-Acetamidothiazole 142 C5H6N20S 002719-23-5 27
5 2(5H)-Thiophenone 100 C4H40S 003354-32-3 27

Abundance Scan 1403 (11.339 min): BP018101.D\data.ms (-1398) (- m/z 100.15 100.00%
100.2

=

5000
70.2 - —
‘ V\ } ‘ 32 29.3 . 11.00 11.50
ob ol Lbl L 26333270 4293 5422\ Teg 10 77574
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4026: 5-Methoxy-[1,2,3]oxadiazole
100.0
5000{ 41. I T
11.00 11.50
m/z 43.10 75.16%
O‘H!“‘H‘H LB L B L O L B I R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4145: Methyl methacrylate
41.0
- —
11.00 11.50
5000 ITI/Z 41.10 68.58%
100.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #76616: N-Acetyl-N-methyl-DL-leucine, methyl ester — —
100.0 11.00 11.50

m/z 72.10  43.23%

5000

o 4ﬂ | 1580

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

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 20 N-Acetyl-DL-valine, 2-methy... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.404 2.47 ng/ul 71250  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Acetyl-DL-valine, 2-methylprop... 215 C11H21NO3 1000453-78-9 72
2 N,N-Dimethylpivalamide 129 C7H15NO 024331-71-3 64
3 Diisopropylethylamine 129 C8H1S9N 007087-68-5 64
4 Diisopropylethylamine 129 C8H1S9N 007087-68-5 64
5 DL-Valine, N-acetyl-, methyl ester 173 C8H15NO3 052152-47-3 45

Abundance Scan 1414 (11.404 min): BP018101.D\data.ms (-1407) (- m/z 72.10 100.00%

72.1
5000
1150
156.3 .
0bem " A Ly 22122831 35524152 5060 /7 114.20  94.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #92993: N-Acetyl-DL-valine, 2-methylpropyl ester
114.0
5000 ! '
11.50
43.0 m/z 55.05 30.10%
O‘\\‘l\l\\‘”{‘\l\\‘}\l\L\J]‘-\?\s\.\()‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14850: N,N-Dimethylpivalamide
114.0
—
11.50
5000 ITI/Z 70.10 20.28%
44.0
O‘HHWULW_‘m‘u‘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 #14961: Diisopropylethylamine —
72.0 11.50
m/z 41.00 20.22%
o WWN\W
O'Jl'o“ —
m/z--> 0 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\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 21 unknown-11 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.557 3.87 ng/ul 111550  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propionamide, N-propyl-N-butyl- 171 C10H21NO 1000438-44-6 50
2 L-2-Aminobutyric acid, N-methyl-... 131 C6H13NO2 1000332-98-7 38
3 Urea, N,N-dimethyl-N'-butyl-N'-p... 186 C10H22N20 1000439-30-3 35
4 Acetaldehyde, methylhydrazone 72 C3H8N2 017167-73-6 27
5 1-Butanamine, N-(1-methylethyl)- 115 C7H17N 039099-23-5 27

Abundance Scan 1440 (11.557 min): BP018101.D\data.ms (-1434) (-} ' m/z 72.10 100.00%
72.1

7

5000
156.3 LN
“H\‘ || 22222811 3551 429.3 496.4 1150
bbbl Ly 222.29052 3551 4293 4964 n/7 86.10  62.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46326: Propionamide, N-propyl-N-butyl-
72.0
5000 —
11.50
‘ 142.0 m/z 55.05 29.69%
O‘\\‘\M"‘“\I\\l\“‘\L\“\\l‘\\\\\‘\H\‘\H\‘\\H‘\\H‘H\\‘H\\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15980: L-2-Aminobutyric acid, N-methyl-, methyl ester

F

72.0
T [
11.50
5000 m/z 87.05 25.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #60555: Urea, N,N-dimethyl-N'-butyl-N'-propyl- ——
72.0 11.50
m/z 41.10 24.96%

5000

F

“ l||l L 143.0

0t e e e e e e e —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:07:39 2023 Page: 25



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 22 unknown-12 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.692 8.32 ng/ul 239762  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid, 4-methylpent-2-yl e... 130 C7H1402 1000367-94-0 43
2 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 38
3 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 38
4 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 38
5 3,3-Diethylglutaric acid 188 C9H1604 004160-95-6 37

Abundance Scan 1463 (11.692 min): BP018101.D\data.ms (-1458) (- m/z 43.10 100.00%

43.1
109.2
5000

S
ro72 11.50 12.00
o kbl L[ 2072 2811 357.2 4204 8376 ., 7310 87.75%

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #15519: Formic acid, 4-methylpent-2-yl ester
69.0

5000 1
11.50 12.00
m/z 69.05 85.09%

O\\“\J“JI\‘J\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #1620: Ethanone, 1-cyclopropyl-
43.0

7
11.50 12.00

5000 ITI/Z 109.15 57.78%
O‘W -t
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #1706: 2-Pentene, 4-methyl-, (Z)- e P
69.0 11.50 12.00

m/z 55.10 47.10%

JlﬂJ’

R e o — —
miz--> 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 23 1,1-Dimethyl-1-silacyclobutane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.169 3.44 ng/ul 99303 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Dimethyl-1-silacyclobutane 100 C5H12Si 002295-12-7 59
2 1,1-Dimethyl-1-silacyclobutane 100 C5H12Si 002295-12-7 58
3 Acetamide, N-propyl-N-heptyl- 199 C12H25NO 1000438-05-5 50
4 3,4-Dimethylethcathinone 205 C13H19NO 1000386-29-1 47
5 2-[Ethyl(methyl)amino]ethyl cycl... 319 C19H29NO3 751416-59-8 43

Abundance Scan 1544 (12.169 min): BP018101.D\data.ms (-1539) (- m/z 72.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 24 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.357 5.83 ng/ul 189614  Acenaphthene-di10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 1H-Pyrazole, 4-[4-(3-chloropheno... 278 C15H19C1N20 1010302-33-9 59
3 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 58
4 N-(4-tert-Butoxyphenyl)acetamide 207 C12H17NO2 002109-73-1 53
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 53

Abundance Scan 1746 (13.357 min): BP018101.D\data.ms (-1738) (- m/z 43.05 100.00%
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Library Search Compound Report

Data File : BP@18101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc

ALS vial : 81 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 25 n-Hexadecanoic acid Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
18.145 2.30 ng/ul 94130  Phenanthrene-d1e 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70

Abundance Scan 2560 (18.145 min): BP018101.D\data.ms (-2556) (- m/z 73.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018101.D

Acqg On : 12 Nov 2023 12:41
Operator : MA/JU

Sample : 05158-10

Misc :

ALS vial : 81 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111623.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 3.346 6.8 ng/ul 129563 1 7.845 381361 20.0
unknown-02 3.834 3.2 ng/ul 60385 1 7.845 381361 20.0
2-Heptanol, 2-m... 5.710 113.7 ng/ul 2168740 1 7.845 381361 20.0
unknown-03 6.034 5.5 ng/ul 105818 1 7.845 381361 20.0
2,5-Hexanediol,... 8.386 4.4 ng/ul 84124 1 7.845 381361 20.0
Norvenlafaxine 8.639 3.6 ng/ul 68300 1 7.845 381361 20.0
3-Octanol, 3,7-... 9.116 7.8 ng/ul 149017 1 7.845 381361 20.0
Diehtylamino-3-... 9.192 3.8 ng/ul 71534 1 7.845 381361 20.0
2-(3-Dimethylam... 9.257 2.3 ng/ul 66995 2 10.663 576566 20.0
2-Butylamine, N... 9.351 4.6 ng/ul 132768 2 10.663 576566 20.0
unknown-04 9.445 7.8 ng/ul 224286 2 10.663 576566 20.0
unknown-05 9.622 4.6 ng/ul 132754 2 10.663 576566 20.0
unknown-06 9.986 3.2 ng/ul 91146 2 10.663 576566 20.0
unknown-07 10.045 5.2 ng/ul 150338 2 10.663 576566 20.0
unknown-08 10.204 8.0 ng/ul 231693 2 10.663 576566 20.0
Propionamide, N... 10.381 4.3 ng/ul 122846 2 10.663 576566 20.0
DL-Leucine, N-a... 10.434 5.2 ng/ul 149875 2 10.663 576566 20.0
unknown-09 10.992 2.1 ng/ul 61195 2 10.663 576566 20.0
unknown-10 11.339 2.0 ng/ul 58058 2 10.663 576566 20.0
N-Acetyl-DL-val... 11.404 2.5 ng/ul 71250 2 10.663 576566 20.0
unknown-11 11.557 3.9 ng/ul 111550 2 10.663 576566 20.0
unknown-12 11.692 8.3 ng/ul 239762 2 10.663 576566 20.0
1,1-Dimethyl-1-... 12.169 3.4 ng/ul 99303 2 10.663 576566 20.0
2,4,7,9-Tetrame... 13.357 5.8 ng/ul 189614 3 14.522 650171 20.90
n-Hexadecanoic ... 18.145 2.3 ng/ul 94130 4 17.298 820275 20.0
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