LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18738.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 26 30 40 rVB 61837 86649 1.42% 0.124%
2 3.558 77 80 90 rVB4 19008 32628 0.53% 0.047%
3 3.681 97 101 119 rVB 657361 1022157 16.75% 1.468%
4 3,958 131 148 153 rBV 277768 824290 13.51% 1.184%
5 4.011 155 157 163 rVB 19024 25612 0.42% 0.037%
6 4.817 290 294 298 rBV7 4810 7287 0.12% 0.010%
7 4.940 312 315 319 rBV3 4340 8577 0.14% 0.012%
8 5.152 344 351 359 rVB 278743 429223 7.03% 0.616%
9 5.287 369 374 379 rBV2 13308 22564 0.37% 0.032%
106 5.340 379 383 388 rVB2 27226 39336 0.64% 0.056%
11 6.381 556 560 564 rBV6 4375 7844 0.13% 0.011%
12 6.864 632 642 648 rBv 114965 229819 3.77% 0.330%
13 7.011 661 667 680 rVB 847402 1342180 22.00% 1.927%
14 7.175 688 695 706 rVB 695903 1095846 17.96% 1.574%
15 7.369 721 728 738 rBV 848816 1322570 21.68% 1.899%
16 7.452 739 742 749 rVB4 11272 20297 0.33% 0.029%
17 7.728 781 789 796 rVB 305116 471574 7.73% 0.677%
18 7.840 801 808 811 rVV 833218 1335069 21.88% 1.917%
19 7.875 811 814 824 rVB 876720 1293546 21.20% 1.857%
20 8.193 860 868 875 rBV 797068 1238532 20.30% 1.778%
21 8.552 922 929 942 rBV 1052780 1620749 26.56% 2.327%
22 8.999 998 1005 1014 rBV 731866 1182952 19.39% 1.699%
23 9.240 1043 1046 1053 rVB7 8076 13423 0.22% 0.019%
24  9.722 1121 1128 1134 rBV 555701 885173 14.51% 1.271%
25 9.781 1134 1138 1142 rVB4 14616 23582 0.39% 0.034%

26 10.257 1212 1219 1238 rBV 976000 1628950 26.70%
27 10.422 1243 1247 1250 rVB6 4530 6601 0.11%
28 10.499 1254 1260 1273 rVB 426132 704847 11.55%
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29 10.634 1273 1283 1296 rBV 1074871 1788959 29.32% 569%
30 10.775 1296 1307 1319 rBV 879143 1584685 25.97% 275%
31 11.016 1343 1348 1355 rVB 51231 87733 1.44% ©.126%
32 11.446 1415 1421 1423 rBV5 3992 6814 0.11% 0.010%
33 11.810 1480 1483 1486 rBV5 5764 7968 0.13% 0.011%
34 12.063 1522 1526 1530 rVB7 7726 13157 ©.22% ©0.019%
35 12.222 1548 1553 1558 rBV 15909 26822 0.44% 0.039%
36 12.440 1586 1590 1600 rBV9 9477 17998 0.29% 0.026%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION
37 12.663 1619 1628 1637 rBV2 37765 78484  1.29% 0.113%
38 13.269 1726 1731 1736 rBV 63180 98518 1.61% 0.141%
39 13.375 1743 1749 1757 rBv4 20279 37862 0.62% 0.054%
40 13.440 1757 1760 1766 rVBS8 8204 15242 0.25% 0.022%
41 13.498 1766 1770 1772 rBV5 4902 6301 0.10% 0.009%
42 13.887 1828 1836 1847 rBV 1803965 2479068 40.63% 3.560%
43 14.163 1875 1883 1895 rBV 2067679 2955560 48.44% 4.244%
44 14.469 1929 1935 1944 rVB 1635320 2348327 38.49% 3.372%
45 14.669 1963 1969 1983 rBV 704086 1115911 18.29% 1.602%
46 14.787 1985 1989 1993 rVB6 11768 20457 0.34% 0.029%
47 14.893 2002 2007 2013 rVB9 12315 22014 0.36% 0.032%
48 15.463 2097 2104 2112 rBV 2745763 3974337 65.14% 5.707%
49 15.581 2118 2124 2139 rBV 615493 838286 13.74% 1.204%
50 15.704 2141 2145 2153 rVB5 13631 24466 0.40% 0.035%
51 16.187 2225 2227 2231 rVB5 6682 8262 0.14% 0.012%
52 16.251 2233 2238 2243 rBVS 4610 9417 0.15% 0.014%
53 16.469 2272 2275 2281 rVB5 5987 10484 0.17% 0.015%
54 16.616 2298 2300 2307 rBvV8 8011 12877 0.21% 0.018%
55 17.004 2361 2366 2370 rBV5 4912 9362 0.15% 0.013%
56 17.216 2396 2402 2409 rBV 2087566 2977858 48.81% 4.276%
57 17.316 2413 2419 2429 rVV 3215373 4465133 73.18% 6.412%
58 17.416 2433 2436 2441 rVB6 24252 31738 ©0.52% 0.046%
59 17.863 2508 2512 2521 rVB6 20837 45691 0.75% 0.066%
60 18.110 2549 2554 2559 rBV 304540 407968 6.69% ©.586%
61 18.292 2581 2585 2588 rBV5 33798 45841 0.75% ©0.066%
62 18.498 2614 2620 2627 rBV 477152 644397 10.56% 0.925%
63 18.557 2627 2630 2638 rVB6 23051 37041 0.61% 0.053%
64 18.792 2666 2670 2677 rVB3 93203 128804 2.11% ©0.185%
65 19.010 2703 2707 2720 rVB 377541 513177 8.41% 0.737%
66 19.133 2724 2728 2735 rBv4 45703 72598 1.19% 0.104%
67 19.198 2735 2739 2743 rBV 64934 96033 1.57% 0.138%
68 19.345 2760 2764 2769 rBV 127525 167200 2.74%  0.240%
69 19.551 2794 2799 2807 rBV 4208796 6101269 100.00% 8.761%
70 19.704 2821 2825 2828 rBV 125957 151035 2.48% 0.217%
71 19.745 2828 2832 2840 rVB7 50215 101259 1.66% 0.145%
72 20.080 2886 2889 2894 rVB4 90216 112914 1.85% 0.162%
73 20.245 2912 2917 2928 rBV3 396382 926846 15.19% 1.331%
74 20.451 2947 2952 2962 rBV2 603370 937268 15.36%  1.346%
75 20.528 2962 2965 2967 rVV2 92188 122119 2.00% 0.175%

76 20.563 2967 2971 2987 rVB3 533650 1136958 18.63% 1.633%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP120123.MA.M
Title : SVOA CALIBRATION

77 20.763 2997 3005 3016 rBV 989975 1655541 27.13% 2.377%
78 20.851 3017 3020 3028 rVB7 126076 213877 3.51% 0.307%
79 21.033 3046 3051 3060 rBV3 240845 473057 7.75% 0.679%
80 21.304 3092 3097 3103 rBV 2924229 3713986 60.87% 5.333%
81 23.521 3467 3474 3481 rBV 3262883 5957956 97.65%  8.555%

82 23.674 3493 3500 3511 rVB 1954289 3882550 63.64% 5.575%

Sum of corrected areas: 69641362
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
BP018738.D

: 11 Dec 2023 21:41
: MA/JU
: 04929-08

Sample Multiplier: 1

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

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

3.681

3.958 5.152

4p11 11 481940562840

6. 381

TIC: BP018738.D\data.ms

8.552

69 7P 193

Al [

8.999

9.240

9.722

o_dm

0.634
102579237

10.4
04t

11.01611.446

326435
==

Time-->

3. 50 400 450 500 550 6.00

650

700 750 800 850

9.00 9.50

10.00 10.50 11.00 11.50

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

14.163

13.887
14.469

4.669

138650400

2803 uﬂgjm 1661 3FH61617.00

TIC: BP018738.D\data.ms

17.316

15.463

17.216

15.581

18.110

416 17. 863 8. 294\5%8?79

19.551

19.010

20.4!

20.24

Time-->

oF12T5 81905 A22440663

12.00 12,50 13.00 1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 1800 18.50 19.00 19.50 20.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

23.521

21.304

23.674

20.763

56

20 8553

TIC: BP018738.D\data.ms

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\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

sk 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 1 Butanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.958 12.35 ng/ul 824290 1,4-Dichlorobenzene-d4 7.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 C4H802 000107-92-6 91
3 Butanoic acid 88 C4H802 000107-92-6 80
4 Butanoic acid 88 C4H802 000107-92-6 72
5 Silver butanoate 194 C4H7Ag02 005076-24-4 43
Abundance Scan 148 (3.958 min): BP018738.D\data.ms (-131) (-) m/z 60.00 100.00%

60.0
5000

\‘H\ 133.0 207.9 283.0 356.1416.8 481.4 548. $0.3.804.00 4.20
el 3330 D00 283.0 35012100 4814 S8 m/z 72.95  36.04%

0 N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0
5000 T T T T irrrr

3.60 3.80 4.00 4.20
m/z 41.95 21.58%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #2273: Butanoic acid
60.0

3.60 3.80 4.00 4.20

o

5000 m/z 41.00 20.13%
i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2275: Butanoic acid O R AARARAREEEE IS
60.0 3.60 3.80 4.00 4.20

m/z 42.95 15.94%

MM\ j\wmwMj/wakaﬂj

m/z--> 0

Ol et e P e

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\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 3 Hexanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.864 3.44 ng/ul 229819 1,4-Dichlorobenzene-d4 7.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Hexanoic acid 116 C6H1202 000142-62-1 83
5 Pentanoic acid 102 C5H1002 000109-52-4 72
Abundance Scan 642 (6.864 min): BP018738.D\data.ms (-632) (-) m/z 59.95 100.00%

60.0

—

5000
R AAEREE NS R
’MH ‘ 1909 2810 6.60 6.80 7.00 7.20
b Al [ 12801900 <77:°340.8 4309 5302 sz 72.95  47.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9149: Hexanoic acid
60.0
5000 LRI B B R B I
6.60 6.80 7.00 7.20
} m/z 41.00 26.85%
O‘\\“I\\”rh%\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9147: Hexanoic acid
60.0
ST R
6.60 6.80 7.00 7.20
5000 ITI/Z 43.00 19.09%
o“.HM.,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9146: Hexanoic acid T
60.0 6.60 6.80 7.00 7.20
m/z 55.00 18.55%
- MWMWWWAMWJAVw»\NJQWMJ
o‘ummm1m‘H‘w“H‘H‘W‘H“H‘W‘H“H‘W‘H“H‘W‘ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 7 n-Hexadecanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.110 2.74 ng/ul 407968  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2554 (18.110 min): BP018738.D\data.ms (-2549) (- m/z 73.00 100.00%
73.0
5000 N’WMWWNA\MMNWMNMV
213.2
e —
‘H 9 18.00 18.50
ol J"Q‘%“ﬁu#,ﬂ‘\u\‘W‘“P‘S“}'R‘?ﬁl‘l'?ﬁzﬁ;‘u““5‘3‘(‘3"3‘ m/z 60.00 86.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 T
18.00 18.50
“ 213, m/z 43.05 75.22%
O‘\\\‘H \‘l\‘i“wd\“\\‘J\J\\\%\“\l\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
Py =
18.00 18.50
5000 256.0 m/z 57.10 67.92%
129.0
AU TREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid P =
2
43.0 256.0 18.00 18.50
m/z 55.05 65.69%
5000
129.0
O‘HJH JMWMN}?ﬁb‘ Pt .
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\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 8 1Isolongifolol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.498 4.33 ng/ul 644397  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isolongifolol 222 C15H260 001139-17-9 64
2 Ethyl Camphorsulfonates 260 C12H2004S 1000373-95-5 43
3 Bicyclo[2.2.2]octane, 1,2,3,6-te... 166 C12H22 062338-45-8 35
4 3,4,5-Trimethylpyrazole 110 C6H1ON2 005519-42-6 27
5 2-Bornanecarboxylic acid 182 C11H1802 1000163-82-4 22

Abundance Scan 2620 (18.498 min): BP018738.D\data.ms (-2614) (- m/z 109.05 100.00%

109.1
5000 1891
41. 260.1
—=
1 T 1850
o_m,w DAlig L L) 34114010 4836549 /)y g1 6 57.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101934: Isolongifolol
109.0
50001 41.0
18 50

m/z 95.05 53.19%

v
‘\\\Uli“\\‘\‘H‘\|h\l>%‘{“\m\m\‘\m‘d\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147613: Ethyl Camphorsulfonates

81.0

o

18.50
5000 m/z 110.10 46.66%
1520 2600
oHW ‘g"“““‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #41588: Bicyclo[2.2.2]octane, 1,2,3,6-tetramethyl- — -
109.0 18.50

m/z 189.10  37.52%

50007 41.0
” ‘ Jl W\ \J\ ui ‘\ \1\6\70

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 9 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.010 3.45 ng/ul 513177 Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.3.0]nonane, 3-methylene- 136 C1@H16 1000152-00-6 46
2 2-Naphthalenol, decahydro- 154 C10H180 000825-51-4 38
3 Cyclohexane-1-methanol, 3,3-dime... 208 C14H240 1000196-01-5 38
4 Isolongifolol 222 C15H260 001139-17-9 35
5 Isoborneol,heptafluorobutyrate (... 350 C14H17F702 1000245-88-3 30

Abundance Scan 2707 (19.010 min): BP018738.D\data.ms (-2703) (- m/z 109.05 100.00%

109.1
5000
41. 245.2
—r—
19.00
sp| ||
OM h ‘.\ ﬂ“u\’HM\ - 356,8414.7 49015491 ./, g1.10  72.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18127: Bicyclo[4.3.0]nonane, 3-methylene-
95.0
5000{ 27 AN
19.00
m/z 94.10 63.09%
O‘H‘“J ‘h\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31065: 2-Naphthalenol, decahydro-
94.0
o\
19.00
5000 ITI/Z 95.05 62.16%
o, il s
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 k\
Abundance #85280: Cyclohexane-1-methanol, 3,3-dimethyl-2-(3-met
109.0 1900
m/z 92.95 51.89%
5000
\ 177.0
o i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1900
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 1@ (4R,6aR,9S,11bS)-4-(Methoxy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.245 4.99 ng/ul 926846  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4R,6aR,95,11bS)-4-(Methoxymethy... 302 C21H340 1000495-78-0 52
2 Ent-beyer-15-en-18-0l1 288 C20H320 020107-90-8 38
3 10,13-Octadecadiynoic acid, meth... 290 C19H3002 018202-24-9 38
4 Bicyclo[3.2.1]oct-2-ene, 3-methy... 134 C1l0H14 049826-53-1 30
5 6-Isopropenyl-3-methoxymethoxy-3... 196 C12H2002 1000188-35-8 22

Abundance Scan 2917 (20.245 min): BP018738.D\data.ms (-2912) (] | m/z 105.00 100.00%

105.0
5000 257.1
‘ “ l”\ du ‘1

I
I h ‘ | e 20.00 20.50
SRR H_mww3§5‘3w 494751 5491 n/z 91.00  74.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202457: (4R,6aR,9S,11bS)-4-(Methoxymethyl)-4,9,11b-
105.0
257.0

5000 ' — 1 T
45.0 20.00 20.50

m/z 93.00 73.44%

O IlﬁF”lJf{‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184323: Ent-beyer-15-en-18-0
105.0

T
20.00 20.50
5000 m/z 135.00 67.06%

i J‘ H; ‘ i :
m/z--> 0 5‘0 160 150 200 250 300 350 400 450 500 550 m
Abundance  #186899: 10,13-Octadecadiynoic acid, methyl ester e

91.0 20.00 20.50
m/z 106.00 58.82%

- M
ol J\J.iﬂ m 259 0 ;

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

o

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 11 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.451 5.05 ng/ul 937268  Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,4aR,5S,8aR)-1,4a-Dimethyl-6-... 302 C20H3002 002761-77-5 38
2 3,4-Pyridinedimethanol, 6-methyl- 153 C8H11NO2 004664-11-3 30
3 10,13-Octadecadiynoic acid, meth... 290 C19H3002 018202-24-9 30
4 Pyridine, 2,6-diethyl- 135 C9H13N 000935-28-4 27
5 6,7-Dehydrohyoscyamine 287 C17H21NO3 061616-97-5 25
Abundance Scan 2952 (20.451 min): BP018738.D\data.ms (-2947) (| m/z 105.85 100.00%
106.1
e 7 M
207.0 R
UL
0 lw\Hw bl bt L] 416.1476.9 849 0 91 6 99.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202378: (1S,4aR,5S,8aR)-1,4a-Dimethyl-6-methylene-5
119.0
5000, 41.0 U
302.0 20.50
H 2410 m/z 135.00  92.17%
O \d\ l“”\”\‘ ‘\"‘{‘W‘\d\ﬁﬁl\ul\j‘\ ‘\“\\ \Hl“h ‘\‘\\\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #30729: 3,4-Pyridinedimethanol, 6-methyl-
135.0
——
20.50
5000 m/z 93.05 89.08%
77.0
0 "m'm“»“““w“*
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #186899: 10,13-Octadecadiynoic acid, methyl ester P
91.0 20.50
m/z 122.05 73.24%
5000
0.0 259.0
0! HNMUBWNW‘H‘M“W‘H“H‘W‘H“H‘W“H“ 4
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

11

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
BP018738.D

Dec 2023 21:41

: MA/JU
: 04929-08

. 16

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 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 12 unknown-©3 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.563 6.12 ng/ul 1136960  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 cis-2-(Methyl-phenyl)amino-2-thi... 257 C11H16NO2PS 1000145-42-9 25
2 3.beta.,17.beta.-dihydroxyestr-4... 276 C18H2802 019793-20-5 11

3 Isosativene 204 C15H24 024959-83-9 11
4 2-Phenyl-hex-5-en-3-ol 176 C12H160 077383-06-3 11
5 Amantadine 151 C10H17N 000768-94-5 11
Abundance Scan 2971 (20.563 min): BP018738.D\data.ms (-2967) (- m/z 94.00 100.00%
94.0
5000 257.1
‘ 161.1
Ul
330.3
oquJM}l “mebwmdwl\JW‘H‘,H“429}‘H‘,?§5§ m/z 105.00  83.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #144064: cis-2-(Methyl-phenyl)amino-2-thioxo-4-methyl-1
106.0
257.0
5000 L :
20.50
m/z 106.05 81.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168804: 3.beta.,17.beta.-dihydroxyestr-4-ene
91.0
T \
20.50
5000 m/z 91.00 71.57%
ol m““ MM
m/z--> lOO 150 200 250 300 350 400 450 500 550
Abundance #80110: Isosativene T ‘
94.0 20.50
m/z 93.05 51.10%
5000
L ‘ 161.0
osoltlisl ol S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 13 Kauren-19-oic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.763 8.92 ng/ul 1655540  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Kauren-19-oic acid 302 C20H3002 006730-83-2 90
2 (3S,4aS,8aR)-1,1,3,6-Tetramethyl... 220 C15H240 107602-53-9 27
3 Santalol, E-cis,epi-.beta.- 220 C15H240 014490-17-6 27
4 (Z)-epi-.beta.-Santalol 220 C15H240 079081-90-6 27
5 Menth-1-en-9-yl tiglate, p- 236 C15H2402 1000383-62-5 22

Abundance Scan 3005 (20.763 min): BP018738.D\data.ms (-2997) (- m/z 94.05 100.00%

94.0
5000
187.1
o

36Lf“m M hi ‘ \ o 20.50 2100
0300, 102458 || 4010 47535351 L/ 106 00 65.68%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202334: Kauren-19-oic acid KMA\J\\/\JL~J¥
91.0
5000 ) U U

41.0
302.0 20.50 21.00
m/z 91.00 59.84%

ot
d MH“H HJ‘\“\‘“\U\\M\‘\\‘J\\ ‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99339: (3S,4aS,8aR)-1,1,3,6-Tetramethyl-3-vinyl-3,4,4a
94.0

T
20.50 21.00

o

5000 m/z 105.05 52.87%
027-¢x.n\wl.?°5°
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99227: Santalol, E-cis,epi-.beta.- T 7
94.0 20.50 21.00

m/z 119.05 34.82%

Iy ”\ | J 1610220.0

O bbb b b e S e e e e - —
miz--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\

. BP@18738.D

: 11 Dec 2023 21:41
: MA/JU

: 04929-08

: 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.033 2.55 ng/ul 473057  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 97
2 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 92
3 Cyclotetracosane 336 C24H48 000297-03-0 90
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 90

Abundance Scan 3051 (21.033 min): BP018738.D\data.ms (-3046) (- m/z 57.05 100.00%
571.0
3 241.1 RN
21.00
om“','ulw "““"L“W,mMﬁﬂp‘m“““4‘1‘5‘1“4‘7‘92“‘5““?‘ m/z 55.00 95.30%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 — :
21.00
125.0 m/z 43.05 87.19%
“ 336.0
0\\\\ \\‘\‘\\‘\“‘1"\\\\’\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259997: Cyclopentane, (4-octyldodecyl)-
43.0
T \
21.00
5000 m/z 83.05 73.28%
1.0
236.0
ol pbliiiaeoo i soro
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244232: Cyclotetracosane T
43.0 21.00
m/z 69.00 73.10%
5000
1.0
— W‘H‘H‘w‘H‘W‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H“ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121123\
Data File : BP018738.D

Acqg On : 11 Dec 2023 21:41
Operator : MA/JU

Sample : 04929-08

Misc

ALS Vvial : 16 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butanoic acid 3.958 12.4 ng/ul 824290 1 7.840 1335070 20.0
Hexanoic acid 6.864 3.4 ng/ul 229819 1 7.840 1335070 20.0
n-Hexadecanoic ... 18.110 2.7 ng/ul 407968 4 17.216 2977860 20.0
Isolongifolol 18.498 4.3 ng/ul 644397 4 17.216 2977860 20.0
unknown-01 19.010 3.5 ng/ul 513177 4 17.216 2977860 20.0
(4R, 6aR,9S,11bS... 20.245 5.0 ng/ul 926846 5 21.304 3713990 20.0
unknown-02 20.451 5.0 ng/ul 937268 5 21.304 3713990 20.0
unknown-03 20.563 6.1 ng/ul 1136960 5 21.304 3713990 20.0
Kauren-19-oic acid 20.763 8.9 ng/ul 1655540 5 21.304 3713990 20.0
(DEL) Alkane: S... 21.033 2.5 ng/ul 473057 5 21.304 3713990 20.0
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