LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc :

ALS vial : 5 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-BP122723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@19127.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 21 24 27 rBV 35941 42606 0.44% 0.037%
2 3.264 27 30 39 rVB 83213 105478 1.08% 0.092%
3 3.570 79 82 89 rVB3 14266 19689 0.20% 0.017%
4 3.693 99 103 108 rVB 79008 93821 0.96% 0.082%
5 4.311 202 208 223 rVB 6943390 9762873 100.00%  8.513%
6 4.917 304 311 327 rBV 3261362 4504301 46.14% 3.928%
7 5.705 440 445 453 rVB 35490 56375 ©.58% 0.049%
8 5.993 489 494 503 rVB 51273 76689 0.79% 0.067%
9 6.328 548 551 557 rBv7 6230 12989 0.13% 0.011%
106 6.975 651 661 671 rBV 535285 855405 8.76% 0.746%
11 7.140 683 689 702 rVB 459118 698229 7.15% 0.609%
12 7.334 715 722 729 rBV 542327 858393 8.79% 0.749%
13 7.799 795 801 808 rVB 417266 668996 6.85% 0.583%
14 8.058 840 845 854 rVB 8553 17665 0.18% 0.015%
15 8.340 883 893 899 rBV2 219480 554838 5.68% 0.484%
16 8.387 899 901 908 rVB2 23431 34821 0.36% 0.030%
17 8.522 917 924 938 rBV 606188 993825 10.18% 0.867%
18 8.716 953 957 967 rBV6 9542 20204 0.21% 0.018%
19 8.963 991 999 1003 rBV 481119 797154 8.17% 0.695%
20 9.010 1003 1007 1015 rVB 370227 602193 6.17% 0.525%
21  9.240 1041 1046 1052 rVB 19082 30913 0.32% 0.027%
22 9.375 1063 1069 1080 rVB3 20680 45571 0.47% 0.040%
23 9.687 1115 1122 1125 rBV 381541 660315 6.76% 0.576%
24 9.716 1125 1127 1139 rVB 386598 578205 5.92% 0.504%
25 10.022 1173 1179 1189 rBV 331649 506557 5.19% 0.442%
26 10.228 1207 1214 1217 rBV 655914 1254192 12.85% 1.094%
27 10.599 1265 1277 1282 rBV 535529 943040 9.66% 0.822%
28 10.652 1282 1286 1295 rVV 423103 676433  6.93% 0.590%
29 10.746 1295 1302 1313 rVV 395848 707265 7.24% 0.617%
30 10.934 1330 1334 1339 rVB7 9814 13985 0.14% 0.012%
31 11.899 1489 1498 1511 rBV 1376057 2225222 22.79%  1.940%
32 12.140 1532 1539 1545 rBv2 20731 41675 0.43% 0.036%
33 12.193 1545 1548 1553 rVB2 12441 19292 0.20% 0.017%
34 12.269 1553 1561 1569 rBV 1188417 1843750 18.89% 1.608%
35 12.399 1577 1583 1589 rBV3 34661 63005 0.65% 0.055%

36 12.487 1590 1598 1605 rVB 995208 1543507 15.81% 1.346%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc :

ALS vial : 5 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-BP122723.MA.M
Title : SVOA CALIBRATION
37 12.610 1611 1619 1626 rBV 1006027 1480369 15.16% 1.291%
38 12.881 1659 1665 1677 rVB 441997 681240 6.98% 0.594%
39 13.275 1726 1732 1735 rVWv2 33974 54118 0.55% 0.047%
40 13.322 1735 1740 1742 rVWV 878304 1229922 12.60% 1.072%
41 13.357 1742 1746 1762 rVB 2012329 3209885 32.88% 2.799%
42 13.734 1806 1810 1817 rVB7 8393 15150 0.16% 0.013%
43 13.869 1827 1833 1840 rBV 1205901 1647711 16.88% 1.437%
44 14.040 1856 1862 1869 rVB 303779 404170 4.14% ©.352%
45 14.145 1869 1880 1883 rBV 1321177 1999149 20.48% 1.743%
46 14.451 1925 1932 1938 rBV 790329 1186065 12.15% 1.034%
47 14.516 1938 1943 1951 rVB 738636 1031543 10.57% ©0.899%
48 14.669 1962 1969 1979 rBV 453847 741967 7.60% 0.647%
49 14.828 1989 1996 2003 rBV 786669 1069726 10.96% 0.933%
50 15.081 2033 2039 2052 rBV 1221475 1743380 17.86% 1.520%
51 15.245 2063 2067 2073 rBV5 9658 15061 ©0.15% 0.013%
52 15.310 2073 2078 2087 rVB4 20396 37977 0.39% 0.033%
53 15.451 2093 2102 2106 rBV 1771461 2545376 26.07% 2.220%
54 15.504 2106 2111 2118 rVV 1734603 2388168 24.46% 2.082%
55 15.592 2118 2126 2138 rVV2 2057362 3210219 32.88% 2.799%
56 15.687 2139 2142 2149 rVB3 14389 27109 0.28% 0.024%
57 16.098 2209 2212 2217 rBV5 9144 13973 0.14% 0.012%
58 16.181 2221 2226 2233 rBV5 17284 37215 0.38% 0.032%
59 16.398 2257 2263 2272 rBV 1141234 1566785 16.05% 1.366%
60 16.510 2272 2282 2290 rVB 1379852 1947712 19.95% 1.698%
61 16.581 2290 2294 2298 rBv4 19098 32145 0.33% 0.028%
62 16.687 2308 2312 2318 rVB9 10208 14779 0.15% 0.013%
63 16.863 2339 2342 2350 rVB3 19095 35847 0.37% 0.031%
64 17.210 2395 2401 2405 rBV 1042102 1478938 15.15%  1.290%
65 17.251 2405 2408 2413 rVV 1054159 1430738 14.65% 1.248%
66 17.310 2413 2418 2422 rVV 2116769 3061720 31.36% 2.670%
67 17.345 2422 2424 2436 rVB 682565 804796 8.24% 0.702%
68 17.492 2446 2449 2456 rVB4 12577 17004 0.17% 0.015%
69 17.586 2460 2465 2468 rBV7 8731 17460 0.18% 0.015%
70 17.692 2478 2483 2492 rBV 1288710 1682750 17.24% 1.467%
71 17.892 2512 2517 2521 rBV2 59973 72874 0.75% 0.064%
72 18.104 2549 2553 2561 rBV 212937 312107 3.20% 0.272%
73 18.175 2562 2565 2570 rVB3 34518 51035 ©.52% 0.045%
74 18.392 2599 2602 2606 rBV5 12917 14406 ©0.15% 0.013%
75 18.610 2634 2639 2647 rVB 316276 417833 4.28% 0.364%
76 18.951 2693 2697 2699 rBV5 16032 24062 0.25% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc :

ALS vial : 5 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-BP122723.MA.M
Title : SVOA CALIBRATION
77 18.998 2702 2705 2707 rVV2 51835 62742 0.64% ©.055%
78 19.028 2707 2710 2715 rVB 283651 313906  3.22% 0.274%
79 19.128 2724 2727 2730 rBV3 36995 53289 0.55% 0.046%
80 19.157 2730 2732 2736 rW 39225 40378 0.41% 0.035%
81 19.233 2736 2745 2753 rVV 3243499 4744585 48.60% 4.137%
82 19.345 2761 2764 2768 rBV 113611 122024 1.25% 0.106%
83 19.557 2794 2800 2803 rBV 3050103 4374753 44.81%  3.815%
84 19.580 2803 2804 2810 rVB 1400643 1447023 14.82% 1.262%
85 20.086 2888 2890 2895 rVB2 57958 63545 0.65% 0.055%
86 20.416 2943 2946 2950 rVB2 54671 54673 0.56% 0.048%
87 20.533 2963 2966 2970 rBV 244992 247337  2.53% 0.216%
88 20.575 2970 2973 2976 rVB 58765 61832 0.63% 0.054%
89 21.039 3047 3052 3059 rBV2 294512 595475 6.10% 0.519%
90 21.098 3059 3062 3069 rVB 139675 160729 1.65% 0.140%
91 21.304 3092 3097 3102 rBV2 2139601 4045994 41.44%  3.528%
92 21.351 3102 3105 3111 rVB 1796674 2092877 21.44% 1.825%
93 22.110 3230 3234 3241 rVB 287094 410722 4.21% 0.358%
94 22.963 3373 3379 3384 rBV 4264904 7680349 78.67% 6.697%
95 23.010 3384 3387 3398 rVB 1433408 2204101 22.58% 1.922%
96 23.533 3469 3476 3481 rBV2 2449971 4829304 49.47% 4.211%
97 23.580 3481 3484 3493 rVB 581170 979352 10.03% 0.854%
98 23.686 3496 3502 3512 rVB 1102547 2171684 22.24% 1.894%
99 26.157 3911 3922 3936 rVB3 1555067 5584335 57.20% 4.869%
100 26.898 4040 4048 4060 rVB 829993 2657158 27.22% 2.317%

Sum of corrected areas: 114680122
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19127.D

Acqg On : 28 Dec 2023 16:12

Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method

Quant Title : SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M

Abundance
311

6000000

5000000

4000000

4.917

3000000

2000000

1000000

B2E3B.8/693 5.70%.9936.328

0

TIC: BP019127.D\data.ms

6.9754334

(W

7.799

8.522

Losgs%g}zs 716

350 400 450 500 550 6.00

Time-->

6.50

7.00 750 8. 00

850

900

950

lO 00 10 50 11 00 11.50

Abundance

6000000
5000000
4000000

3000000

2000000 13.357

13.884-145 15.081

Jb 1445 1:5482
513.7 M

225,

[Wig

13.322
12.881

1000000

TIC: BP019127.D\data.ms

15.592

1618 3O

.68716@&8 GKBBGB

17.310

1171

17.692

19.23

79,557
G4 18610000

19/580
% 16 20.0880.41

A13

O

Time-->

12.00 1250 1300 13.50 1400 1450 1500 1550 16.00 16.50 1700 17 50 18.00 1850 19.00 1950 20.00

Abundance

6000000

5000000 22.963

4000000

3000000 23.533

21.304
21,351

23,010

2000000 3686

23,580

1000000 22.110

B U

0

TIC: BP019127.D\data.ms

26.157

26.89

8

Time-->

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\BP122823\
Data File : BP@19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 4-Penten-2-one, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.693 2.80 ng/ul 93821 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 72
2 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 53
3 5-Hexen-2-one 98 C6H100 000109-49-9 38
4 5-Hexen-2-one 98 C6H100 000109-49-9 38
5 2-Propanone, 1-cyclopropyl- 98 C6H100 004160-75-2 37
Abundance  Scan 103 (3.693 min): BP019127.D\data.ms (-99) (-) m/z 43.00 100.00%
3.0

N

5000
R BABEREERES e
‘ 3.40 3.60 3.80 4.00
Ol rrrkh [ 1388 22102809 358.9 4291 4986 ./, g3.08  15.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000 UL L B R B B

3.40 3.60 3.80 4.00
m/z 39.00 11.33%

I

L
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3639: 4-Penten-2-one, 4-methyl-

43.0

-

3.40 3.60 3.80 4.00
5000 m/z 55.00 8.24%

i
DL L L B B L L L B R B R L R I R R

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

-

Abundance #3549: 5-Hexen-2-one AR ARE = a e
43.0 3.40 3.60 3.80 4.00
m/z 41.00 4.66%
h \MWM/\/J\AWA
_UM‘uu_m_m,‘HwHH_HWH_WW_HW S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,311 291.87 ng/ul 9762870 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
4 3-Hexen-2-one 98 C6H100 000763-93-9 91
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
Abundance Scan 208 (4.311 min): BP019127.D\data.ms (-202) (-) m/z 83.00 100.00%
83.0
5000

SN § SN
” J 4.00 4.20 4.40 4.60

192.9  280.9341.5403.4462.2522.2 )

el 192.9  280.9341.5403.4402.2922.2 . m/z 55.85  75.82%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0
5000 \\‘\\\\‘\\\\‘\\\\’\\\\‘

4.00 4.20 4.40 4.60
m/z 98.05 36.08%

| 1 |
‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #3553: 3-Hexen-2-one

55.0

4.00 4.20 4.40 4.60
5000 m/z 43.00 27.37%

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

Abundance #3653: 3-Penten-2-one, 4-methyl- R A RARRRRERNS RS
83.0 4.00 4.20 4.40 4.60
m/z 39.00 19.99%
5000
”W,,‘ SRS § G
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 3 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.917 134.66 ng/ul 4504300 1,4-Dichlorobenzene-d4 7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 311 (4.917 min): BP019127.D\data.ms (-304) (-) m/z 43.00 100.00%
43.0
5000
101.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
J ‘ 4.60 4.80 5.00 5.20
ol b f - 164.9222.9281.0339.9400.7461.95206 /7 58.95  66.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L B R
4.60 4.80 5.00 5.20

‘10L0 m/z 101.00  25.95%
\\‘

‘H”\‘\“\Hw\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

4.60 4.80 5.00 5.20
5000 m/z 58.00  18.36%

101.0

i ]
R L L L L L L B B R

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

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl- R ARARRRRREIEIe
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.03%
5000
J 101.0
‘mﬂu‘u‘\H‘W‘H‘_“W‘H‘_‘H“H‘_‘H‘H‘w“u“ TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.993 2.29 ng/ul 76689  1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 59
2 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 59
3 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 59
4 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 43
5 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 43
Abundance Scan 494 (5.993 min): BP019127.D\data.ms (-489) (-) m/z 73.00 100.00%
73.0
5000 }k
P T TR
ll 207.0 28103 5.60 5.80 6.00 6.20 6.40
40.9 41.1 416.9474.6 546.! o
o S R e e ey | m/z 43.00 84.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0
5000 I L L R
5.60 5.80 6.00 6.20 6.40
m/z 114.95 12.06%
115.0

TN

Tt ‘HH‘\l\\\‘\\H‘\H\‘\H\‘H\\‘HH‘HH‘\\H‘\\H‘\

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

Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0

%.

5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 8.28%

115.0

) |

P L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15504: 2-Pentanone, 4-methoxy-4-methyl- R R RRRRRE
73.0 5.60 5.80 6.00 6.20 6.40

m/z 39.00 6.93%

3

5000

?.

\I\L\l
(A LA NN L L O L L L L L B I L B O [T T T T[T T T [T T T T[T T [TT

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 1,1'-Biphenyl, 4-nitro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.692  22.76 ng/ul 1682750  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 4-nitro- 199 C12H9NO2 000092-93-3 99
2 1,1'-Biphenyl, 4-nitro- 199 C12HSNO2 000092-93-3 98
3 1,1'-Biphenyl, 4-nitro- 199 C12H9NO2 000092-93-3 96
4 Acenaphthylene, 1,2-dihydro-5-ni... 199 C12H9NO2 000602-87-9 94
5 Acenaphthylene, 1,2-dihydro-5-ni... 199 C12H9NO2 000602-87-9 91

Abundance Scan 2483 (17.692 min): BP019127.D\data.ms (-2478) (- | m/z 152.00 100.00%
152.0
5000
e —
76.0 \ 17.50 18.00
ool -;M“m 4+,$23.0281.0341.1400.9462.9 5353 m/z 199.00 84.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74818: 1,1'-Biphenyl, 4-nitro-
199.0
5000 1750  18.00
1439 / 1é9 00 34 987
76.0 m/z . . 0
‘18\.T1!‘\L'I\"\I‘A\l!l\%\T!\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74825: 1,1'-Biphenyl, 4-nitro-
152.0
— —
17.50 18.00
5000 m/z 152.95 31.25%
76.0
‘\H\LWNN»L\\H\L\H‘H\w\u\_\u‘u\w\u\_\u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74822: 1,1'-Biphenyl, 4-nitro- — —
152.0 17.50 18.00
m/z 150.95 28.96%
5000
76.0
lah}”‘“4’|l 4AJ\ ‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
BP019127.D
: 28 Dec 2023 16:12
: MA/JU
: 05920-15
: 5 Sample Multiplier: 1
hod : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
le : SVOA CALIBRATION
ry : 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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.104 4.22 ng/ul 312107 Phenanthrene-d10 17.210
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92

Abundance Scan 2553 (18.104 min): BP019127.D\data.ms (-2549) (- m/z 73.00 100.00%

73.0

5000

%

T
18.00 18.50

L 213.1

81.0
_— J“H‘ﬁ\,q\l\?340940094748‘5348 m/z 59.95 81.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid

60.0

5000 129.0 T T
18.00 18.50

m/z 43.00 72.17%

2130

Lj m h h Al |

[T \\‘\\\1]1r\\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

—

Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
\
18.00 18.50
5000 m/z 57.00 65.16%
129.0
TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T I
43.0 18.00 18.50
m/z 55.00 63.08%
5000 256.0
129.0
it MMM,H??‘,-P‘ LS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 9,10-Anthracenedione Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.610 5.65 ng/ul 417833  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 98
2 9,10-Anthracenedione 208 C14H802 000084-65-1 98
3 9,10-Anthracenedione 208 C14H802 000084-65-1 96
4 9,10-Anthracenedione 208 C14H802 000084-65-1 93
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
Abundance Scan 2639 (18.610 min): BP019127.D\data.ms (-2634) (- m/z 208.00 100.00%
208.0
5000
76.0
149.9 P e
l 18.50 19.00
obrtbhug kA L | 2819 3551416.147425350 /7 179.95  88.05%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85295: 9,10-Anthracenedione
180.0
5000 76.0
18 50 19 00
m/z 151.95 79.92%
8} ‘UM!\\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #85294: 9,10-Anthracenedione
152.0
18 50 19 OO
5000 76.0 m/z 150.95 38.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85293: 9,10-Anthracenedione
180.0 18 50 19 OO
m/z 76.00 30.49%
5000 76.0 j\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18 50 19.00

SFAM-EPA-BP122723.MA.M Fri Dec 29 14:44:40 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.028 4.25 ng/ul 313906  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99

Abundance Scan 2710 (19.028 min): BP019127.D\data.ms (-2707) (- m/z 55.00 100.00%

55.0 '
5000
U I
' | 2641 19'00
o‘H“‘hw‘mhﬁm‘qa‘m‘w“M‘§?99‘ﬁ?%° 5028 /7 69.e0 67.31%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester

55.0

%.

5000 L :
19.00

m/z 74.00 64.90%

.0
F‘ 180.0 264.0
\\‘\“‘ \H“\\|‘|\‘JI\J“A\|\J\\‘\\‘l\\‘\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194411: 6-Octadecenoic acid, methyl ester
74.0

; =
19.00
5000 ITI/Z 41.00 61.21%
264.0
I i
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194421: 14-Octadecenoic acid, methyl ester — ‘
55.0 19.00
m/z 83.10 52.21%
5000
% 264.0
5.0
ke | 2ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 1-Heneicosyl formate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.039 2.94 ng/ul 595475  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
3 1-Hexacosanol 382 C26H540 000506-52-5 87
4 1-Hexacosene 364 C26H52 018835-33-1 87
5 Octacosanol 410 C28H580 000557-61-9 87
Abundance Scan 3052 (21.039 min): BP019127.D\data.ms (-3047) (- m/z 57.10 100.00%
57.1
. 1630 m
T \
‘ N 35.0 357.0 2100
owwﬁm\m #35-0292.9 357.0 430.0489.0548.. ./, 55 00  84.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — ‘
21.00
125.0 m/z 83.05 82.37%
1L pe0 2000
\\‘\11\‘!\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecy! ester
43.0
T \
21.00
5000 m/z 43.05 79.00%
111.0
0T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol T ‘
97.0 21.00
m/z 97.05 70.43%
o { |1 02240 2020 3640
“W‘H‘_‘H‘H‘w‘H‘_“W‘H‘_‘H‘H‘W‘H‘_‘H“ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 10 d-Proline, n-propargyloxyca... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22.110 2.03 ng/ul 410722  Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 d-Proline, n-propargyloxycarbony... 323 C18H29NO4 1000328-07-1 64
2 Cyclobuta(1,2-a:3,4-a')diacenaph... 304 C24H16 007259-03-2 50
3 m-Methoxybenzoic acid, hexyl ester 236 C14H2003 1000292-36-7 17
4 d-Proline, n-propargyloxycarbony... 281 C15H23NO4 1000328-07-0 9
5 Tisopurine 152 C5H4N4S 005334-23-6 9

Abundance Scan 3234 (22.110 min): BP019127.D\data.ms (-3230) (- m/z 152.00 100.00%
152.0
5000
— —
75.0 2110~ 3169 4238 ‘ 22.00 22:59
Obrrr 2o i 2220 TEEE 4891849 /7 153,00 13.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227876: d-Proline, n-propargyloxycarbonyl-, nonyl ester
152.0
5000 et s

22.00 22.50
m/z 150.95 8.80%

70.0
\\‘\“‘\J\\\‘U\\\‘\\\\‘\2\??‘.(\)\\\‘3\2\3\'\0‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204985: Cyclobuta(1,2-a:3,4-a')diacenaphthylene, 6b,6¢
152.0

T T
22.00 22.50

5000 ITI/Z 187 .00 5.34%
304.0
75.0 210.0 |
g e e ST
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118393: m-Methoxybenzoic acid, hexyl ester e, s
152.0 22.00 22.50

m/z 211.00 4.36%

5000
236.0
77.0 \

[ 1]

\\\”"\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19127.D

Acqg On : 28 Dec 2023 16:12
Operator : MA/JU

Sample : 05920-15

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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|
4-Penten-2-one,... 3.693 2.8 ng/ul 93821 1 7.799 668996 20.0
3-Penten-2-one,... 4.311 291.9 ng/ul 9762870 1 7.799 668996 20.0
2-Pentanone, 4-... 4.917 134.7 ng/ul 4504300 1 7.799 668996 20.0
2-Pentanone, 4-... 5.993 2.3 ng/ul 76689 1 7.799 668996 20.0
1,1'-Biphenyl, ... 17.692 22.8 ng/ul 1682750 4 17.210 1478940 20.0
n-Hexadecanoic ... 18.104 4.2 ng/ul 312107 4 17.210 1478940 20.0
9,10-Anthracene... 18.610 5.7 ng/ul 417833 4 17.210 1478940 20.0
9-Octadecenoic ... 19.028 4.3 ng/ul 3139066 4 17.210 1478940 20.0
1-Heneicosyl fo... 21.039 2.9 ng/ul 595475 5 21.316 4045990 20.0
d-Proline, n-pr... 22.110 2.0 ng/ul 410722 5 21.316 4045990 20.0
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