LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc :

ALS Vvial : 10 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@31745.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.193 31 35 41 rvB 121145 155269 ©.73% 0.083%
2 3.452 75 79 98 rvB 533027 744701 3.51% 0.396%
3 3.593 100 103 117 rVV 1359201 2013883 9.48% 1.071%
4 3,705 117 122 130 rVW 220038 311393 1.47% 0.166%
5 4.811 305 310 319 rVB 63036 97140 0.46% 0.052%
6 5.775 467 474 482 rVB 48224 91339 0.43% 0.049%
7 6.687 619 629 641 rBV 49153 113841 0.54% 0.061%
8 6.852 646 657 670 rVB 2120990 3438993 16.19% 1.828%
9 7.022 676 686 696 rBV 1706330 2677612 12.60% 1.423%
10 7.216 709 719 725 rBV 2106743 3365883 15.84% 1.789%
11 7.281 725 730 738 rBV 288988 455553  2.14%  0.242%
12 7.681 789 798 806 rBV 2126233 3388594 15.95% 1.801%
13 7.752 806 810 824 rVB2 46918 83903 0.39% 0.045%
14 8.387 910 918 926 rBV 2124643 3461645 16.29%  1.840%
15 8.840 987 995 1002 rVV 1977385 3265871 15.37% 1.736%
16 8.946 1008 1013 1018 rVv2 54514 92522 0.44% 0.049%
17 9.404 1085 1091 1099 rVB 262063 414286  1.95% 0.220%
18 9.551 1103 1116 1124 rBV 1535113 2618279 12.32% 1.392%
19 9.781 1150 1155 1165 rVB2 48926 91555 0.43% 0.049%
20 10.087 1199 1207 1215 rVV 2439002 4146435 19.52% 2.204%
21 10.246 1228 1234 1245 rVB 87793 148580 ©.70% 0.079%
22 10.463 1262 1271 1278 rBV 2891771 5026876 23.66% 2.672%
23 10.604 1288 1295 1311 rBV 790053 1515304 7.13% ©0.806%
24 11.010 1358 1364 1371 rVB 124930 197330 ©.93% 0.105%
25 11.210 1389 1398 1403 rBV 650751 1149276 5.41% 0.611%
26 11.251 1403 1405 1420 rVV2 76070 147661 0.69% 0.078%
27 12.057 1534 1542 1549 rVWV 85922 151698 ©.71% 0.081%
28 12.175 1558 1562 1570 rVWV 91509 160031 ©0.75% 0.085%
29 13.240 1733 1743 1748 rBV4 50766 115136 0.54% 0.061%
30 13.310 1749 1755 1760 rVB3 48019 85209 0.40% 0.045%
31 13.504 1776 1788 1795 rBV5 32960 88472  0.42% 047%
32 13.639 1808 1811 1816 rVB2 57111 88091 0.41% 047%

33 13.739 1822 1828 1838 rVB 3850674 5395616 25.40%
34 14.016 1863 1875 1889 rBV 4407961 7235755 34.06%
35 14.322 1918 1927 1934 rBV 4032312 6021899 28.34%

wwNhNe o
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R

36 14.387 1934 1938 1947 rVB 72873 133243 0.63% 0.071%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc :

ALS Vvial : 10 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION
37 14.557 1956 1967 1975 rBV2 8903312 21246722 100.00% 11.295%
38 14.686 1984 1989 1993 rBV 191219 255202 1.20% 0.136%
39 14.945 2025 2033 2036 rBv3 39270 95276 0.45% 0.051%
40 14.998 2038 2042 2053 rVB8 58331 153410 0.72% 0.082%
41 15.263 2082 2087 2090 rVV3 61169 96123 0.45% 0.051%
42 15.322 2090 2097 2103 rVV 5232430 7699446 36.24% 4.093%
43 15.375 2103 2106 2112 rVB4 65809 101312 ©0.48% 0.054%
44 15.445 2112 2118 2124 rBV 857774 1212148 5.71% 0.644%
45 15.669 2150 2156 2163 rBV3 40636 105380 ©.50% 0.056%
46 16.045 2216 2220 2227 rVB3 114681 198756 0.94% 0.106%
47 16.222 2246 2250 2255 rVB 92895 139892 0.66% 0.074%
48 16.728 2332 2336 2343 rVB3 88617 148017 ©.70% 0.079%
49 16.839 2351 2355 2360 rVWV2 132777 205630 0.97% 0.109%
50 16.892 2360 2364 2370 rVV 71832 110460 ©.52% 0.059%
51 16.975 2375 2378 2385 rVvv3 114626 196205 ©.92% 0.104%
52 17.069 2386 2394 2398 rVV 3840430 5546370 26.10% 2.949%
53 17.116 2398 2402 2406 rVV 1235228 1778071 8.37% 0.945%
54 17.169 2406 2411 2422 rVV 4398179 6834158 32.17% 3.633%
55 17.257 2422 2426 2432 rVB4 71047 134510 0.63% 0.972%
56 17.363 2439 2444 2453 rBV 545511 758686 3.57% 0.403%
57 17.475 2455 2463 2468 rBV3 118216 247747 1.17% 0.132%
58 17.580 2477 2481 2486 rBV2 50469 113730 0.54% 0.060%
59 17.651 2490 2493 2500 rVB3 67962 96604 0.45% 0.051%
60 17.751 2506 2510 2513 rBV 90101 110471 ©.52% 0.059%
61 17.863 2525 2529 2534 rVB3 53757 82732 0.39% 0.044%
62 17.945 2539 2543 2545 rBV 268347 378512 1.78% 0.201%
63 17.975 2545 2548 2556 rVv2 1312389 2315717 10.90% 1.231%
64 18.045 2556 2560 2564 rVB 266583 321309 1.51% 0.171%
65 18.139 2570 2576 2580 rBV2 383921 689975 3.25% 0.367%
66 18.175 2580 2582 2588 rVB 227244 296497 1.40% 0.158%
67 18.275 2595 2599 2600 rBV3 93934 123547 ©.58% 0.066%
68 18.451 2625 2629 2632 rBV 178503 247294 1.16% 0.131%
69 18.492 2632 2636 2642 rVB2 228427 327434 1.54% 0.174%
70 18.698 2668 2671 2675 rVB 105001 131008 0.62% 0.070%
71 18.745 2676 2679 2683 rBV 129472 175418 ©0.83% 0.093%
72 18.839 2691 2695 2697 rBV 185581 257453 1.21% 0.137%
73 18.869 2697 2700 2704 rVV2 306159 453760 2.14% 0.241%
74 18.927 2704 2710 2714 rVB4 222666 427681  2.01% 0.227%
75 19.010 2720 2724 2731 rBV2 184840 414819 1.95% 0.221%

76 19.133 2737 2745 2753 rBV 3043333 4453321 20.96% 2.367%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc :

ALS Vvial : 10 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION
77 19.233 2759 2762 2763 rBvV2 101169 105127 ©.49% 0.056%
78 19.263 2763 2767 2775 rVB2 553164 931765 4.39% 0.495%
79 19.469 2796 2802 2805 rBV 4960881 7353037 34.61% 3.909%
80 19.498 2805 2807 2815 rVV 2848548 3251860 15.31% 1.729%
81 19.569 2816 2819 2824 rVV2 143336 197365 ©.93% 0.105%
82 19.822 2858 2862 2869 rBV3 205867 515156 2.42% 0.274%
83 19.992 2888 2891 2894 rVB2 442573 529389 2.49% 0.281%
84 20.092 2906 2908 2912 rVB 189165 198651 ©.93% 0.106%
85 20.292 2939 2942 2946 rBV 223326 309563 1.46% 0.165%
86 20.457 2967 2970 2976 rVB 296148 379705 1.79% 0.202%
87 20.745 3015 3019 3025 rBV 352274 594677 2.80% 0.316%
88 20.963 3052 3056 3058 rBvV2 507355 709714  3.34% 0.377%
89 20.992 3058 3061 3068 rVB2 1467258 2131757 10.03% 1.133%
90 21.221 3096 3100 3104 rBV 996369 1229208 5.79% 0.653%
91 21.304 3107 3114 3118 rVV3 3495613 6951209 32.72% 3.695%
92 21.345 3118 3121 3133 rVB 1635898 2755251 12.97% 1.465%
93 22.080 3244 3246 3258 rVB3 1024377 1710987 8.05% 0.910%
94 23.315 3451 3456 3463 rBV2 1094519 2849668 13.41% 1.515%
95 23.486 3481 3485 3492 rVB3 631116 1226807 5.77% 0.652%
96 23.974 3564 3568 3573 rBV 486561 858199 4.04%  0.456%
97 24.045 3574 3580 3586 rBV2 2208516 4923865 23.17% 2.618%
98 24.251 3607 3615 3623 rBV 1921142 5030549 23.68% 2.674%
99 29.197 4446 4456 4486 rVB4 3176981 16018851 75.39% 8.516%
100 29.780 4547 4555 4575 rVB5 2114216 9974215 46.94% 5.302%

Sum of corrected areas: 188106252
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 31 May 2024 16:57
: MA/JU
: P2549-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
BN©31745.D

: 10 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN052924 .MA.M
: SVOA CALIBRATION

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

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: BN031745.D\data.ms

10.463

10.087
6.8527.216 7.681 8387 5840

3.503 9551
3.45 10-604 11210
3.193 705 4.811 5.775 6687 || /2% 946 - 40 0.7811p.24 J 1. a1 120875

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BN031745.D\data.ms
14.557

15.322 19.469

14.016 17.169
13.739| 14-322 17.069

171e 17975

[
16445 17,363

182806®E9 || 1 3§‘£‘£ﬁg@g 5.6606 181322 16H

0
Time-> 1

i

3.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BN031745.D\data.ms

29.197
24.045
4.251 29.780
5

23.31
348623 4

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Propylene Glycol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.452 4.40 ng/ul 744701 1,4-Dichlorobenzene-d4 7.681

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40

4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 37
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance  Scan 79 (3.452 min): BN031745.D\data.ms (-75) (-) m/z 44.95 100.00%

4:
5000 fk

R RN e RAREN
3.20 3.40 3.60 3.80

(759 1209 1559 2082  252( )
bt R 209 1099 2082 202t m/z 42.95  18.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1083: Propylene Glycol
45.0

o

5000 AR AR RN
3.20 3.40 3.60 3.80
m/z 61.00 6.99%
0199“Www“”ﬁ””W”W””W”W”W””W”W””W”W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #342: Isopropyl Alcohol

45.0

3.20 3.40 3.60 3.80
5000 m/z 44.00 5.45%

150‘ ‘
Hw‘MAMHm_H‘VH‘_‘H_‘H_‘H_‘H‘HH‘HH‘H‘WH‘W
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R Emma e A REma R
45.0 3.20 3.40 3.60 3.80

m/z 42.00 3.11%

“ ‘ \h\ 89 O

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 3.20 3.40 3.60 3.80

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.281 2.69 ng/ul 455553  1,4-Dichlorobenzene-d4 7.681

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
5 Diethyl carbitol 162 C8H1803 000112-36-7 72

Abundance Scan 730 (7.281 min): BN031745.D\data.ms (-725) (-) m/z 45.00 100.00%

45.0
5000
72.0

R e  RARRN R RS
7.00 7.20 7.40 7.60

‘ 104.0
oHw‘m“!Hwm“‘,‘m‘Hﬂ???ﬂ?’ﬁ‘?‘“_“‘2‘9‘7‘9 m/z 58.95  38.70%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
A

5000 L L B L LA BB
7.00 7.20 7.40 7.60
72.0 m/z 72.00 27.17%
0\\\‘\ql‘\\‘h\\\‘\\!“\’\\\1\‘0\4.\\0\‘\1\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0
e e e
7.00 7.20 7.40 7.60
5000 m/z 73.60  16.55%
72.0
o0
o N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)- R EAAREaRNRLay
45.0 7.00 7.20 7.40 7.60

m/z 43.00 13.66%

5000
72.0
18 0“ 104.0
0 | l 1|

m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57

Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .MA.M
: 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 1-Phenoxypropan-2-ol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.210 4.57 ng/ul 1149280 Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64

Abundance Scan 1398 (11.210 min): BN031745.D\data.ms (-1389) (- | m/z 94.00 100.00%
94.0
5000 /\\
e 152.1 PR
45.0 h ‘ 119.0 ' 11 00 11.50
Ol o e TR0 Lz 77,00 25.17%
m/z--> 20 80 100 120 140
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 T
11 00 11.50
70 1520 ~ m/z 152.05  16.61%
270 | M‘ 1190
0\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\‘\‘
m/z--> 20 100 120 140
Abundance #30124.1—Phenoxypropan—2—o
94.0
—
11 00 11.50
5000 m/z 78.00 15.22%
77.0
‘ 152.0
OH“3?9»,‘4‘““\\»,WL_W?-?W,mw
miz--> 20 40 60 100 120 140
Abundance #30123: 1- Phenoxypropan -2-ol —
94.0 11 00 11.50
m/z 108.00  14.79%
5000
77.0
39.0 ‘ 152.0
9.
oS WL e L _
mlz--> 100 120 140 11 00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.363 2.74 ng/ul 758686  Phenanthrene-di10 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 91
2 Phthalic acid, 7-bromoheptyl iso... 398 C19H27Br04 1000415-51-7 86
3 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 83
4 Phthalic acid, decyl isobutyl ester 362 C22H3404 1000308-94-2 83
5 Phthalic acid, 8-bromoctyl isobu... 412 C20H29Bro04 1000382-55-3 78
Abundance Scan 2444 (17.363 min): BN031745.D\data.ms (-2439) (- | m/z 149.00 100.00%
149.0
5000
57.0 T L
104.0 2931 17.00 17.50
ol ddt b L 1850777 264.9 30513408 p/; 57.05  16.97%
m/z--> 50 100 150 200 250 300
Abundance #170896: 1,2-Benzenedicarboxylic acid, bis(2-methylprog
149.0
5000 — T
17.00 17.50
57.0 m/z 150.00 9.20%
0\\‘\‘\“‘\‘\‘\\“‘\\‘\‘\‘\‘\\\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300
Abundance #300634: Phthalic acid, 7-bromoheptyl isobutyl ester
149.0
= =
17.00 17.50
5000 m/z 41.00 7.78%
55.0
97.0 223.0
L R U Uit A .
m/z--> 50 100 150 200 250 300
Abundance #170895: 1,2-Benzenedicarboxylic acid, bis(2-methylprog — —
149.0 17.00 17.50
m/z 104.00 7.64%
5000
57.0
104.0 223.0
YL e S — A e,
miz--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.975 8.35 ng/ul 2315720  Phenanthrene-d10 17.069
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 91
Abundance Scan 2548 (17.975 min): BN031745.D\data.ms (-2545) (- m/z 73.00 100.00%
73.0
5000 129.0 JLA
213.2 ——
‘ ‘ 171. 1 ‘ 256.1 18.00
o, ‘3‘5 “‘“ L A c Ll 8199y celee 79.25%
m/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T
129.0 18.00
3.0 213.0 m/z 43.05 68.59%
‘ 171.0 ‘
0 ‘HJ “ w\u‘m il “ ““‘u\ ‘\H“‘HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
T
18.00
5000 129.0 ITI/Z 57.10 62.12%
171.0 213.0 256.0
0! \‘\\h“‘\ \u‘\ ul \ ‘ ‘ ‘ \ ““ L “\‘ I
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid T
73.0 18.00
m/z 55.00 58.62%
129.0 256.0
5000 213.0
2. ‘ ‘ 1‘710
o 0V 0
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.139 2.49 ng/ul 689975  Phenanthrene-di10 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 64
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 60
3 4-Bromothiophene-2-aldehyde 190 C5H3BroS 018791-75-8 52
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 42
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 38
Abundance Scan 2576 (18.139 min): BN031745.D\data.ms (-2570) (1 | m/z 189.95 100.00%
18p.9
5000
94.6
e —
18.00 18.50
139.0 ‘
L N N “‘ 25312020 3421 h/7 189.00  98.58%
m/z--> 50 100 150 200 250 300 350
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 LA T
63.0 18.00 18.50
133.0 m/z 192.00 82.25%
0 ““ “‘T“!‘h\\i“\\‘\h\h‘ \h\h\ “\\\\‘\\\\‘\\\\‘\\
miz—-> 50 100 150 200 250 300 350
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
e
18.00 18 50
5000 191.05  62.35%
94.0
ol 390 \‘\ 137.0 |
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #64990: 4-Bromothiophene-2-aldehyde
191.0 18 00 18 50
82.0 94.60  31.51%
39.0
5000
0 wsol |
m/z--> 100 150 200 250 300 350 18 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57

Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .MA.M
: 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 7 Octadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.263 2.68 ng/ul 931765  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2767 (19.263 min): BN031745.D\data.ms (-2763) (- m/z 73.00 100.00%

73.0
5000 129.0
1851 241.2 —— —
} ‘ 284.1 19.00 19.50
0 Ll “ bk 3310 40N 59 95 74.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28,0 284.0 — SSE
185.0 241.0 19.00 19.50
m/z 43.05 70.28%
0 ‘\“‘ “‘“‘Hm‘““ U ‘\‘\‘ “ ‘ “ I L “‘ e
m/z--> 5 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
—— —
19.00 19.50
5000 129.0 m/z 57.00  65.63%
284.0
‘ 1850 241.0 ‘
0\\“\ \” “‘H\u‘ﬂ“h\“‘\““\‘\\‘w“‘\“””“”“‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid — —
73.0 19.00 19.50
m/z 55.00 59.60%
5000 129.0
29. ‘ 185.0 41 02840
o 1V T O N R B bt oot
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Dehydroabietic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.963 2.04 ng/ul 709714  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 97
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 97
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 87
4 Dehydroabietic acid 300 C20H2802 001740-19-8 70
5 Ethyl trans-3-(1-pyrenyl)-2-prop... 300 C21H1602 1000326-14-5 64
Abundance Scan 3056 (20.963 min): BN031745.D\data.ms (-3052) (- m/z 239.05 100.00%
239.1
5000
113.0 \ /L
o=
43.0 1 70‘ 30?1 21.00
0 by b Ly 8921 4751 0 508,05 94.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #199993: Dehydroabietic acid
239.0
5000 ‘Jk?
141.0 21.00
43.0 300.0 ' 3
m/z 285.10  68.81%
0' “thH\l\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10
285.0
T
21.00
5000 m/z 226.10  56.25%
197.0
43‘ 0 141.0 ‘
oL “‘\‘ \\‘?g‘\‘\“ IU\ “m\m‘d\‘h ‘Uw‘\ﬂ . ! ————
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #200036: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10 =
285.0 21.00
m/z 227.10 50.48%
5000
197.0
43.0 141.0 ‘
mlz--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 (DEL) Alkane: Cyclic20.992 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26,992 6.13 ng/ul 2131766 Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexadecane 224 C16H32 060295-65-8 96

2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 89

4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 76
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 76
Abundance Scan 3061 (20.992 min): BN031745.D\data.ms (-3058) (- m/z 57.00 100.00%
57.0
226.0
5000
5.1 N
J Tl | 3021 3892 4750 2190
ol h e 8P A e m/Z 43.85  73.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 LN
21.00
m/z 83.05 73.02%
5.0
J \ 224.0
0\Hf‘HH“f\\‘\!“\H\1‘H\H‘HH‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘\\H‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
——
21.00
5000 m/z 55.85  66.66%
5.0
252.0
owf\mx-m-'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester P
57.0 21.00
m/z 97.05 66.58%
5000
1?5-0 224.0
obbtbtbhby L aso 200 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BNO

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\

31745.D

: 31 May 2024 16:57

: MA/

Ju

. P2549-06

. 10

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Behenic alcohol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.080 4.92 ng/ul 1710990  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 83
4 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 72
5 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 70

Abundance Scan 3246 (22.080 min): BN031745.D\data.ms (-3244) (- m/z 83.00 100.00%
5000 VN%/NJ\V\v¢A¥pK
2w
1F9.1 .
208.0 262.0
0 md_Mw b e 3021 417.0 476. 0 97,05 96.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcoho
83.0
5000 ——
22.00
” m/z 69.00 80.29%
- 139.0
O \J\J ‘r‘[\‘\‘ T ‘1 f‘l\"\‘]\g\e’.wow T ‘\2\89\(’)\ L B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0
T \
22.00
5000 111.0 m/z 55.00 73.98%
o LU yero o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179253: n-Nonadecanol-1 T ‘
83.0 22.00
m/z 43.00 54.20%
B wvm“mJ\vaK\Ava»Aw/\\
29.
ALY 2sm0
o —
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00

SFAM-EPA-BN@52924.MA.M Mon Jun 03 01:28:08 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 1-Heneicosyl formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.486 4.88 ng/ul 1226810  Perylene-di12 24.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 98
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Tetracosene 336 C24H48 010192-32-2 91

Abundance Scan 3485 (23.486 min): BN031745.D\data.ms (-3481) (- | m/z 97.05 100.00%

97.0
43.
5000
268.0 _—
“ \ 1638 )1 1341 23.50
ol bbbl 217 3340 42634760 s 8305 96.54%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248981: 1-Heneicosyl formate

<
! ]
o

5000 11.0 2350

m/z 57.05 86.38%

|LLtg702220 2080

0\\\‘\1 ‘\\\\““\I\\‘\’1\\\‘\\\\“\\\1‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0
—
23.50
5000 1M11.0 m/z 69.05 74.87%
TN T MMMJLkWW
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol —
57.0 23.50
m/z 43.10 69.99%
111.0
5000
olkuwﬂwmoww, -
m/z--> 0 50 100 150 200 250 300 350 400 450 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.974 3.41 ng/ul 858199  Perylene-di2 24.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 3568 (23.974 min): BN031745.D\data.ms (-3564) (- m/z 252.10 100.00%
2521
o Mk
1250 A\ T T T
| 1981 18.1 2400
Obrr P20 L1198, 3181 38114298 n/z 250.05  31.37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzole]pyrene
252.0
5000 LN
24.00
m/z 253.00  22.97%
125.0
0 74.0 || 200.0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138551: Perylene
252.0
—
24.00
5000 m/z 125.00  17.85%
125.0
017.0 74.0 |ﬂ 200.0, |
I B e e B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138568: Benzo[b]fluoranthene T
252.0 24.00
m/z 126.00  14.32%
5000
126.0
0 740 | d 2000
R B e T B o Y
mlz--> 50 100 150 200 250 300 350 400 450 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 D-Friedoolean-14-en-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
29.198 63.69 ng/ul 16018900 Perylene-di12 24.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 99
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 49
3 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 49
4 1,1,4a-Trimethyl-5,6- d1methy1ene... 204 C15H24 1000193-60-8 49
5 (-)-Tricyclo[6.2.1.0(4,11)]undec... 204 C15H24 1000154-06-7 43
Abundance Scan 4456 (29.197 min): BN031745.D\data.ms (-4446) (- | m/z 133.00 100.00%
133.0 204.1
285.1
69.0
5000
—— —
} ‘ ' } 409.3 29.00 29.50
0 ALy Ju Ul 3440 |1 4762 549, ; je4.10  98.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315414: D-Friedoolean-14-en-3-one
204.0 300.0
133.0
50001 69.0 T U
424.0 29.00 29.50
m/z 285.15 70.07%
0' lJ”lllemL\Ld\\}\\{ \\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
— —
29.00 29.50
5000 m/z 107.00 64.88%
95.0
0 ’Jlml”ﬂm'l}*“\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #315415: D-Friedoolean-14-en-3-one R —
133.0 204.0 301.0 29.00 29.50
m/z 300.25 63.91%
5000 409.0 //\\
\ 1T SO AL
miz--> 50 100 150 200 250 300 350 400 450 500 550 29.00 29.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 D-Friedoolean-14-en-3-o0l Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
29.780  39.65 ng/ul 9974220  Perylene-d12 24.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-o0l 426 C30H500 081654-73-1 81
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 49
3 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 43
4 1,4-Methanoazulen-9-o0l, decahydr... 222 C15H260 000465-24-7 43
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 43
Abundance Scan 4555 (29.780 min): BN031745.D\data.ms (-4547) (- m/z 204.20 100.00%
204.2
135.1
69.0
5000 287.1
2050 30.00
411.3 . :
0. 3410 4760 /7 135.05  68.55%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #316518: D-Friedoolean-14-en-3-ol
204.0
135.0
5000 302.0 —— —
69.0 29.50 30.00
426.0 ITI/Z 133.00 53.91%
0 ‘\Am‘uih \J‘”\‘\M “‘ \““‘\ \%ﬁ:ﬁ"b‘h“ [‘\ TT \3‘6\7\.\0\“ \‘l \‘l\ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
—— —
29.50 30.00
5000 m/z 107.00 51.17%
920 147.
41.0 ‘ ‘
ANTITY |17
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80506: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahyd —— —
135.0 29.50 30.00
m/z 69.00 49.66%
41.0
5000
204.0
m/z--> 50 100 150 200 250 300 350 400 450 29.50 30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53124\
Data File : BN@31745.D

Acqg On : 31 May 2024 16:57
Operator : MA/JU

Sample : P2549-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@52924.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|
Propylene Glycol 3.452 4.4 ng/ul 744701 1 7.681 3388590 20.0
Ethanol, 2-(2-e... 7.281 2.7 ng/ul 455553 1 7.681 3388590 20.0
1-Phenoxypropan... 11.210 4.6 ng/ul 1149280 2 10.463 5026880 20.0
1,2-Benzenedica... 17.363 2.7 ng/ul 758686 4 17.069 5546370 20.0
n-Hexadecanoic ... 17.975 8.3 ng/ul 2315720 4 17.069 5546370 20.0
Benzaldehyde, 3... 18.139 2.5 ng/ul 689975 4 17.069 5546370 20.0
Octadecanoic acid 19.263 2.7 ng/ul 931765 5 21.304 6951210 20.0
Dehydroabietic ... 20.963 2.0 ng/ul 709714 5 21.304 6951210 20.0
(DEL) Alkane: C... 20.992 6.1 ng/ul 2131760 5 21.304 6951210 20.0
Behenic alcohol 22.080 4.9 ng/ul 1710990 5 21.304 6951210 20.0
1-Heneicosyl fo... 23.486 4.9 ng/ul 1226810 6 24.251 5030550 20.0
Benzo[e]pyrene 23.974 3.4 ng/ul 858199 6 24.251 5030550 20.90
D-Friedoolean-1... 29.198 63.7 ng/ul 16018900 6 24.251 5030550 20.0
D-Friedoolean-1... 29.780 39.6 ng/ul 9974220 6 24.251 5030550 20.0
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