LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
Data File : BP0O@6415.D

Acqg On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS vial : 7 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-BP072421.M
Title : SVOA CALIBRATION

Signal : TIC: BPO@6415.D

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

# min  scan scan scan TY height area % max. total
1 3.711 102 106 118 rBV 97884 183230 4.10% ©.312%
2 5.811 456 463 468 rvVv2 49971 84324 1.89% 0.143%
3 6.781 619 628 633 rBV6 28622 60607 1.36% 0.103%
4 6.952 649 657 664 rVW 404495 680174 15.23% 1.157%
5 7.122 677 686 699 rVB 316218 537062 12.02% ©.913%
6 7.311 712 718 726 rVB 382446 610848 13.67% 1.039%
7 7.411 731 735 746 rVW3 69538 137225 3.07% ©0.233%
8 7.781 790 798 806 rBV 1080740 1720786 38.52% 2.926%
9 7.999 828 835 841 rBV 68595 102982 2.31% 0.175%
10 8.487 912 918 925 rW 439632 694945 15.56% 1.182%
11 8.605 932 938 944 rW 36904 65366 1.46% 0.111%
12 8.934 988 994 1002 rvwVv 360964 601222 13.46% 1.022%
13 9.011 1002 1007 1011 rVwV 69414 104296 2.33% 0.177%
14 9.652 1105 1116 1122 rBV 272684 465863 10.43% 0.792%
15 10.187 1197 1207 1213 rBV 445992 734261 16.44%  1.249%

16 10.352 1227 1235 1245 rBV 576076 915937 20.50%

1.
17 10.563 1263 1271 1277 rBV 1589058 2678292 59.95%  4.554%
18 10.616 1277 1280 1285 rVB 35841 52733 1.18% ©.090%
19 10.705 1287 1295 1306 rBv2 222802 435151 9.74%  0.740%
20 11.605 1442 1448 1454 rBV 49998 81044 1.81% ©0.138%
21 11.999 1509 1515 1523 rVV 106158 164291 3.68% ©.279%
22 12.222 1545 1553 1559 rVB 125293 208799 4.67%  0.355%
23 12.446 1583 1591 1600 rVV 72639 118705 2.66% 0.202%
24 12.775 1643 1647 1651 rVWW2 77260 114811 2.57% ©.195%
25 13.246 1720 1727 1731 rBV 160805 226211 5.06% ©.385%
26 13.293 1731 1735 1740 rVB 129751 171980 3.85% 0.292%
27 13.569 1776 1782 1784 rBV 51933 90406 2.02% ©0.154%
28 13.728 1804 1809 1814 rVvv2 91308 159208 3.56% ©.271%
29 13.781 1814 1818 1821 rVWV 65595 94721 2.12% 0.161%
30 13.828 1821 1826 1832 rVV 882360 1137332 25.46% 1.934%
31 13.904 1834 1839 1843 rVB2 36044 52766 1.18% 0907%
32 13.963 1843 1849 1853 rBV2 39746 75968 1.70% 129%

33 14.099 1864 1872 1883 rVB 906287 1329357 29.76%
34 14.322 1905 1910 1914 rVB 128604 162896 3.65%
35 14.404 1914 1924 1931 rBV 2195395 3482819 77.96%
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36 14.498 1936 1940 1944 rVB4 36809 60890 1.36%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
Data File : BP0O@6415.D

Acqg On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS vial : 7 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-BP072421.M
Title : SVOA CALIBRATION
37 14.604 1949 1958 1965 rBV 326917 545559 12.21% ©.928%
38 14.810 1988 1993 1995 rWw 50411 82181 1.84% ©.140%
39 14.834 1995 1997 2002 rVV5 43182 59414 1.33% 0.101%
40 14.881 2002 2005 2010 rVB 44771 59586 1.33% 0.101%
41 15.022 2024 2029 2035 rVV4 62864 106917 2.39% ©0.182%
42 15.081 2035 2039 2044 rVB2 44529 64545 1.44% o.110%
43 15.198 2053 2059 2063 rBVS5 42228 77942 1.74% 0.133%
44 15.275 2068 2072 2077 rVB 138708 164936 3.69% ©.280%
45 15.404 2087 2094 2100 rBV 1130792 1681235 37.63% 2.859%
46 15.516 2106 2113 2120 rBV2 286321 447314 10.01% 0.761%
47 15.645 2131 2135 2138 rBV3 56019 76494  1.71% 0.130%
48 15.751 2146 2153 2156 rBV 56765 102462 2.29% ©0.174%
49 15.798 2156 2161 2164 rVV 181576 243521 5.45% 0.414%
50 15.834 2164 2167 2174 rVV6 28589 61088 1.37% ©0.104%
51 15.898 2174 2178 2187 rVB5 45128 103045 2.31% ©0.175%
52 15.987 2187 2193 2199 rVB3 41618 80994 1.81% 0.138%
53 16.140 2215 2219 2227 rBV 165084 250086 5.60% ©.425%
54 16.816 2329 2334 2342 rVB3 69180 124238 2.78% 0.211%
55 16.892 2342 2347 2351 rBV3 49520 93853 2.10% ©.160%
56 16.940 2351 2355 2359 rW2 164421 208821 4.67%  0.355%
57 16.987 2359 2363 2374 rVB4 45779 99127 2.22% ©0.169%
58 17.069 2374 2377 2382 rBv4 32797 47327 1.06% ©.080%
59 17.157 2385 2392 2397 rVV 2641688 3829101 85.72% 6.511%
60 17.204 2397 2400 2404 rVV 204685 285776  6.40%  0.486%
61 17.257 2404 2409 2418 rVV2 1180204 1741988 38.99%  2.962%
62 17.351 2421 2425 2430 rBv4 29061 48510 1.09% 0.082%
63 17.475 2442 2446 2452 rVB 91158 151616 3.39% ©0.258%
64 17.681 2477 2481 2485 rBV 138424 150779 3.38% 0.256%
65 17.739 2488 2491 2501 rVB2 80515 135756 3.04% ©0.231%
66 17.851 2505 2510 2514 rBV2 110105 159544  3.57% 0.271%
67 17.951 2523 2527 2532 rBV5 51982 70106 1.57% ©0.119%
68 18.004 2532 2536 2539 rBV2 99417 154179 3.45% ©.262%
69 18.034 2539 2541 2543 rVW 82690 90114 2.02% 0.153%
70 18.069 2543 2547 2556 rVB2 963076 1296788 29.03%  2.205%
71 18.210 2567 2571 2575 rVV3 112792 155912 3.49%  ©0.265%
72 18.257 2575 2579 2583 rVB 88118 121709 2.72% 0.207%
73 18.357 2591 2596 2602 rBV2 157671 223812 5.01% 0.381%
74 18.522 2620 2624 2627 rBV 119959 156337 3.50% 0.266%
75 18.751 2659 2663 2667 rVB2 119064 156944  3.51% ©0.267%
76 18.804 2669 2672 2675 rVV 50775 62764 1.40% 0.107%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
Data File : BP0O@6415.D

Acqg On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS vial : 7 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-BP072421.M

Title : SVOA CALIBRATION

77 18.839 2676 2678 2682 rVB2 43971 53777 1.20% ©0.091%
78 18.922 2688 2692 2696 rBV 127541 168495 3.77% ©.287%
79 18.969 2696 2700 2705 rBv2 187383 253596 5.68% 0.431%
80 19.022 2705 2709 2713 rBV2 482472 642910 14.39% 1.093%
81 19.181 2730 2736 2740 rBV2 204010 354513 7.94%  0.603%
82 19.245 2744 2747 2751 rVB 58448 59922 1.34% 0.102%
83 19.304 2753 2757 2765 rBV 412932 531920 11.91% ©.905%
84 19.41@ 2772 2775 2779 rVB2 48084 52767 1.18% ©.090%
85 19.498 2785 2790 2794 rBV 1623790 2245184 50.26%  3.818%
86 20.016 2875 2878 2881 rVB2 69187 74360 1.66% 0.126%
87 20.051 2881 2884 2887 rVB 120448 128102 2.87% 0.218%
88 20.198 2906 2909 2915 rVB2 116839 151020 3.38% ©.257%
89 20.533 2963 2966 2968 rBv2 117886 123430 2.76% ©0.210%
90 20.563 2969 2971 2975 rVB2 119441 127210 2.85% 0.216%
91 20.669 2984 2989 2999 rBV 1055065 1623731 36.35% 2.761%
92 20.986 3039 3043 3049 rBV 563068 768740 17.21% 1.307%
93 21.257 3084 3089 3094 rBV 3487356 4404669 98.60%  7.490%
94 21.880 3192 3195 3205 rVB3 234800 468313 10.48% 0.796%
95 22.916 3366 3371 3376 rVB 850660 1339866 29.99%  2.278%
96 23.451 3456 3462 3470 rVB2 1010780 1855300 41.53%  3.155%
97 23.604 3481 3488 3500 rVB2 2315688 4467238 100.00% 7.597%
98 24.245 3590 3597 3605 rBV 1643499 3290735 73.66% 5.596%
99 24.327 3606 3611 3626 rVB 653554 1438277 32.20%  2.446%
100 26.945 4050 4056 4069 rVB4 579564 1811565 40.55% 3.081%

Sum of corrected areas: 58805568
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Jul 2021 11:55
: CG/JU
: M3123-14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
BP006415.D

: 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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TIC: BP006415.D

10.563

Time--

>
Abundance
4000000

3500000
3000000
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2000000
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500000
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17.157

14.404

19.498

15.404 1F.

13.828.099
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0
Time-->
AU
3500000
3000000
2500000
2000000
1500000
1000000
500000
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12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

TIC: BP006415.D
21.p57

23.604

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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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\

: 7

Quant Method

Quant Title

TIC Library

Library Search Compound Report

BP006415.D
: 29 Jul 2021 11:55
: CG/JU
¢ M3123-14
Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421 .M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.350 6.84 ng/ul 915937  Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72

Abundance Scan 1235 (10.352 min): BPO06415.D\data.ms (-1227) (- m/z 57.05 100.00%
57.0

- JLM
-~ —
| ‘ m o | 10.00 10.50
ol b A3L0 207.0 280.9 355.1414.9 489.0547. ./, 45 00  93.48%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
44.0
5000 — S—
10.00 10.50
m/z 41.05 37.41%
' 132.0
O\‘\\\"!IV‘I“I‘\L}\WT\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Y

Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
10.00 10.50
5000 m/z 75.00  22.83%
0 ll,nun.mo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0 10.00 10.50
m/z 56.05 15.39%
o ki L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
Data File : BP@@6415.D

Acq On : 29 Jul 2021 11:55

Operator : CG/JU

Sample : M3123-14

Misc :

ALS vial : 7 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-BP072421 .M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.070 6.77 ng/ul 1296790  Phenanthrene-d10 17.157
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 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2547 (18.069 min): BP006415.D\data.ms (-2543) (-
73.0

m/z 73.00 100.00%

5000

ﬁ

192.1 T T
b 2 oo
0 Al L) J‘lh uQH hu | 330.9 401 6 475 4533. 6 m/z 60.00 75.68%

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

Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 s ‘
129.0 18.00
m/z 43.05 73.31%
0 .\“\ m Jumuﬂ | H'?ﬂb l
‘\\\‘ \\‘f\\1‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #143511: n-Hexadecanoic acid
73.0
\ \
256.0 18.00
5000 ITI/Z 41.05 59.57%
“ 57.0
i J”“H\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T
43.0 18.00
m/z 55.10 59.38%
5000 256.0
129.0
AN A\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
Data File : BP0O@6415.D

Acq On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.020 3.36 ng/ul 642910  Phenanthrene-die 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Kolavelool 290 C20H340 019941-81-2 49
2 (4aR,5R,9aR)-1,1,4a,8-Tetramethy... 222 C15H260 019435-77-9 38
3 N-[3-(1H-Imidazol-1-yl)propyl]-9... 243 C11H13N7 537666-87-8 35
4 3-0Oxa-bicyclo[3.3.1]non-6-ene, 6... 260 C18H280 313504-78-8 35
5 1-[3,3-Dimethyl-2-(3-methyl-buta... 222 C14H2202 1000189-12-6 27

Abundance Scan 2709 (19.022 min): BPO06415.D\data.ms (-2705) (-  m/z 95.05 100.00%

709 . .
5000
189.1
T [
M ‘" Wil 2T sa0s4000 o
oSG wwkﬁﬂu‘w‘m‘h““u‘u‘ 1.1 47475330 m/z 107.05 63.48%
miz—s 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #187015: Kolaveloo
95.0
189.0
5000 A ’
19.00
1 257.0 m/z 71.10 42.98%
2%%1 \V ‘h Jn“"n H‘ U\ ‘II \\ 4ol \ L |
‘\\\\’\VV ‘ Tf\[\\\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102076: (4aR,5R,9aR)-1,1,4a,8-Tetramethyl-2,3,4,4a,5,

%‘

Abundance #126786: N-[3-(1H-Imidazol-1-yl)propyl]-9H-purin-6-amin
95.0 19.00
m/z 81.00 40.34%

107.0

19.00
5000 m/z 93.00 42.47%
‘ ‘ 204.0
o“}“““'“"mm
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
!

-

5000

1r20
OZ?JEJJ‘|J||‘|‘243.O

m/z--> 0 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\BP072921\
Data File : BP0O@6415.D

Acq On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421 .M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.300 2.42 ng/ul 531920 Chrysene-di12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2757 (19.304 min): BPO06415.D\data.ms (-2753) (- m/z 73.00 100.00%

5000 ‘/JL*’
241 2 T T T T T T
‘ H} Whinn { 354.9 429.1 502.8 19.00 19:50
0l Wm“uwm_m‘H‘_'Mmwwu”_ m/z 43.05  83.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — —
185.0 19.00 19.50
H m/z 60.00 77.27%
OJ \’\hﬂl\h\!\‘\\\\\“\l\h!Hl\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
— =
19.00 19.50
5000 129.0 m/z 57.85 75.01%
284.0
0 W“‘ L) “‘MWWW ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid — —
43.0 19.00 19.50
m/z 55.05 68.50%
5000
129.0 284.0
o‘““m",”w*?*‘ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
Data File : BP0O@6415.D

Acq On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.670 7.37 ng/ul 1623730 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3E,7E,11E)-1-Isopropyl-4,8,12-t... 290 C20H340 067921-02-2 43
2 4-(Pyridin-2-yl)piperazine-1-car... 191 C10H13N30 1000368-49-0 25
3 N-[3-(1H-Imidazol-1-yl)propyl]-9... 243 C11H13N7 537666-87-8 25
4 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 22
5 5-[(1S,2R,4aR)-5- (Hydroxymethyl)... 322 C2@H3403 132500-62-0 18

Abundance Scan 2989 (20.669 min): BP006415.D\data.ms (-2984) (-  m/z 95.05 100.00%

9[:
180.1
5000
I
| “ ] 0711 2050 2100
o_?’?m'\“ AL ““HH"“m““340‘2‘49‘294?%;‘“5‘3‘2“7‘ m/z 107.10  86.33%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #187044: (3E,7E,11E)-1-Isopropyl-4,8,12-trimethy|cyc|ote

%

5000
20.50 21.00

rlo 212.0 m/z 189.05  65.91%
‘ TT ‘U }\ ‘ L H‘ . \ \ ‘ JI\ \m\ “\' ‘“ \“\ T ‘ \ T \ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
mjz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #65465: 4-(Pyridin-2-yl)piperazine-1-carbaldehyde
107.0

o

—

20.50 21.00
5000 m/z 93.00  55.94%

J ‘Tl u\ I h i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126786: N-[3-(1H-Imidazol-1-yl)propyl]-9H-purin-6-amin
95.0 20.50 21.00

m/z 121.05 51.92%

191.0

o

—

5000

1(20
027?""“1}“J“2430\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
Data File : BP0O@6415.D

Acq On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Pentadecafluorooctanoic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

26.990  3.49 ng/ul 768740 Chryseme-dl2 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 94

3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 94
4 Cyclohexadecane 224 C16H32 000295-65-8 93
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3043 (20.986 min): BP006415.D\data.ms (-3039) (- m/z 57.10 100.00%
57.1

5000

-

21.00
1 2261
o#*m95141585041 m/z 43.10  83.56%

m/z--> 0 50 100150200 250300 350400450500 550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

%

5000
21.00

m/z 69.10 72.36%

ol FFI ) 220 5690 648.1
‘\\\\‘\\\\‘\\VT\TV\‘f\f\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester

i

57.0
21.00
5000 m/z 83.10 71.99%
0 2240
ok%ﬁmmoezoo
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #146039: Ethanol, 2-(tetradecyloxy)- e
57.0 21.00
m/z 71.10 68.74%
5000
L ‘ 0196.0
ol S
m/z--> 0 50 100150200250300350400450500550600650 21.00
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\

Data File : BP@@6415.D

Acq On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421 .M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.880 2.13 ng/ul 468313  Chrysene-di12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Hexadecane 226 C16H34 000544-76-3 95
3 Heptadecane 240 C17H36 000629-78-7 95
4 Tetratetracontane 619 C44H90 007098-22-8 81
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 3195 (21.880 min): BPO06415.D\data.ms (-3192) (-  m/z 57.10 100.00%
57.1

-

5000
2421 — ——
‘ H po7.1 ‘ 21.50 22.00
bbb stk 3231 4021 4912549 /7 71,10 81.03%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107216: Hexadecane
57.0
5000 — —
21.50 22.00
m/z 43.85 63.65%
iz 2290
O\\l\l\\Y‘f'\‘\‘“‘\\“\\\\\\l\\\\\\\\\\\\\\\\\\\\\\\\\\\
I I I I | I I I I I I I

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

-

Abundance #107218: Hexadecane
57.0
— —
21.50 22.00
5000 m/z 85.10 53.64%
oL szo a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane “ —
57.0 21.50 22.00
m/z 55.00 27.55%
127.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Data Path : Z:

Data File : B
Acqg On )

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
PO06415.D
9 Jul 2021 11:55

Operator : CG/JU
Sample : M3123-14
Misc :

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421 .M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.920 6.00 ng/ul 1339870 Perylene-di2 23.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Tetracosane 338 C24H50 000646-31-1 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3371 (22.916 min): BPO06415.D\data.ms (-3366) (- m/z 57.10 100.00%
57.1
5000 ¥/¥//N/\kw
23.00
169.2 | :
o"«H‘T‘“‘L&_M??S“l‘???‘l 355.04150 489.1548: ./, 71.10 82.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 1
23.00
m/z 43.05 61.95%
O\\ “\\\\J[‘l\A\J\\‘J\-\813\‘()W\\1‘\12\9\6‘\()\3\\5’2\9\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
——
23.00
5000 m/z 85.10 58.30%
ol _""M“'Mw_m_w"H,w_wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- —
43.0 23.00
m/z 55.00 24.73%
5000
196.0
o AULTRS  Lyasze T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\

Library Search Compound Report

Data File : BP@@6415.D

Acq On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS Vvial : 7

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421 .M

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
24.250 14.73 ng/ul 3290740 Perylene-di2 23.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3597 (24.245 min): BPO06415.D\data.ms (-3590) (-  m/z 57.10 100.00%

57.1
5000

’ P 2400 2450

"m_m_mmlﬁf‘zwzﬁl‘??"5‘1‘?"4‘1‘59“"@9“1?‘}?" m/z 71.05 80.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0

5000 T T
2400 2450

m/z 43.10 57.98%

‘\\“\\‘\I\‘\I\J“\\\{\“\‘%].\?7‘\9\1‘?\8\\2\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0

24.00 2450
5000 m/z 85.05 57.16%

o

o

\‘ ‘137.‘0, 197.0 267.0  367.0

m/z--> 6 56 160 1%0 260 2%0 360 3%0 460 4%0 560 5%0
Abundance #194590: Heneicosane — —r—
57.0 24.00 24.50

m/z 55.05 23.03%

5000 WJ\/L
l‘ ‘H‘l 197.0  296.0

O‘H‘W‘H‘_‘wﬂm‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2400 2450

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
Data File : BP0O@6415.D

Acq On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Nonacosan-10-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.330 6.44 ng/ul 1438280 Perylene-di2 23.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosan-10-o0l 424 C29H600 000504-55-2 94
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
3 1-Hexacosanol 382 C26H540 000506-52-5 80
4 Cyclohexane, (1-butylhexadecyl)- 364 C26H52 004443-59-8 78
5 1-Heptacosanol 396 C27H560 002004-39-9 70

Abundance Scan 3611 (24.327 min): BP006415.D\data.ms (-3606) (-  m/z 83.10 100.00%
3.1

5000 J\JL
— —
l \15{7 297 3 24.00 24.50
ol ‘ WLyl 2221 29733561 4300 5027 /0 97,10 72.80%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #315386: Nonacosan-10-0
83.0
5000 — ——
157.0 297.0 24.00 24.50
m/z 57.10 72.04%
O‘\\‘\J‘\\\\h“\l\‘\‘\‘“\\\\’\2%\0‘\\\\‘\\\\‘\\\4.\0‘?\(\)\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
— —
24.00 24.50
5000 m/z 69,10  68.20%
o H}w‘uh‘,"“‘2‘5“‘3:9‘_m_WWH,W_HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289620: 1-Hexacosanol o T
57.0 24.00 24.50
m/z 43.10 53.73%
- J\LN
364.0
S e e 0 I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
Data File : BP0O@6415.D

Acq On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

26.940 8.11 ng/ul 1811570 Perylene-di2 23.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
2 Pregn-5-en-3-o0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 94
3 Boscartol F 300 C20H2802 1486443-17-7 93
4 .beta.-Sitosterol 414 C29H500 000083-46-5 89
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 68

Abundance Scan 4056 (26.945 min): BPO06415.D\data.ms (-4050) (- m/z 43.10 100.00%

43.1
105.0
5000
P
414.4 27.00
ol 4888547, m/z s5.05  76.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 07.0 roT
414.0 27.00
” ‘ 2130 303.0 m/z 105.00  71.97%
O‘HJ H" wl i”hl“l.m\ m i I M‘I.. IJ.‘.\‘ ‘L ‘\ ‘\ L ‘x M

‘ \\f‘f\\ ‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.

107.0 394.0
41.0 283.0

-

T
27.00
5000 m/z 107.05 69.25%
213.0
il

o

L
m/z--> 6 56 160 150 200 250 300 350 400 450 500 550
Abundance #199984: Boscartol F T
43.0 27.00
m/z 91.00 64.24%

-

5000

=
(&
o

L
Ok LMM,M. \“Wﬂﬂqu‘??zp.

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072921\
Data File : BP0O@6415.D

Acqg On : 29 Jul 2021 11:55
Operator : CG/JU

Sample : M3123-14

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.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|
Ethanol, 2-(2-b... 10.350 6.8 ng/ul 915937 2 10.563 2678290 20.0
n-Hexadecanoic ... 18.070 6.8 ng/ul 1296790 4 17.157 3829100 20.0
unknown-01 19.020 3.4 ng/ul 642910 4 17.157 3829100 20.0
Octadecanoic acid 19.300 2.4 ng/ul 531920 5 21.257 4404670 20.0
unknown-02 20.670 7.4 ng/ul 1623730 5 21.257 4404670 20.0
Pentadecafluoro... 20.990 3.5 ng/ul 768740 5 21.257 4404670 20.0
(DEL) Alkane: S... 21.880 2.1 ng/ul 468313 5 21.257 4404670 20.0
(DEL) Alkane: S... 22.920 6.0 ng/ul 1339870 6 23.604 4467240 20.0
(DEL) Alkane: S... 24.250 14.7 ng/ul 3290740 6 23.604 4467240 20.0
Nonacosan-10-ol 24.330 6.4 ng/ul 1438280 6 23.604 4467240 20.0
.gamma.-Sitosterol 26.940 8.1 ng/ul 1811570 6 23.604 4467240 20.0
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