LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@50523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc :

ALS vial : 4 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-BP950323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@14979.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.011 102 106 114 rVB 57121 83087 0©.58% 0.095%
2 4.246 142 146 153 rVB 24273 32794 0.23% 0.038%
3 4.475 182 185 191 rVB 27417 33115 0.23% 0.038%
4 5.299 320 325 331 rVvB2 23070 34977 0.24%  0.040%
5 6.111 458 463 471 rBV 28734 47073 0.33% 0.054%
6 7.311 659 667 676 rBV 169564 331906 2.31% 0.381%
7 7.481 690 696 703 rBV 137160 217344 1.51% 0.250%
8 7.687 725 731 739 rVB 172625 275056 1.92% 0.316%
9 8.163 801 812 820 rBV 1172247 1900080 13.23% 2.183%
10 8.240 820 825 831 rVB 19418 33137 ©0.23% 0.038%
11 8.410 848 854 867 rBv6 14011 36559 0.25% 0.042%
12 8.875 927 933 942 rBV 192764 322388 2.25% 0.370%
13  8.999 948 954 962 rVB 50438 90568 0.63% 0.104%
14 9.281 994 1002 1006 rBV 23325 43361 ©0.30% ©0.050%
15 9.340 1006 1012 1019 rVV 157697 266986 1.86% 0.307%
16 10.069 1130 1136 1147 rVB2 128776 222348 1.55% 0.255%
17 10.199 1147 1158 1161 rBV8 11562 28224 0.20% 0.032%
18 10.616 1219 1229 1236 rBV 208055 368799 2.57% 0.424%
19 10.999 1283 1294 1300 rBV 1746836 2999755 20.89% 3.447%
20 11.052 1300 1303 1310 rVV 79598 132984 ©.93% 0.153%
21 11.140 1311 1318 1327 rVWV 72039 141392 ©0.98% 0.162%
22 12.004 1456 1465 1470 rBV6 16665 36344 0.25% 0.042%
23 12.399 1525 1532 1537 rBv4 21851 37783 0.26% 0.043%
24 12.646 1565 1574 1581 rVB 163474 285777 1.99% 0.328%
25 12.863 1605 1611 1619 rVB 84469 138025 ©.96% 0.159%
26 13.840 1773 1777 1788 rVB 31278 65888 0.46% 0.076%
27 13.969 1788 1799 1801 rBV2 82091 134857 ©.94% 0.155%
28 14.134 1820 1827 1832 rBV3 135205 253105 1.76% 0.291%
29 14.204 1832 1839 1848 rVV 426389 786007 5.47% 0.903%
30 14.275 1848 1851 1855 rVvB2 23572 31723 0.22% 0.036%
31 14.363 1862 1866 1870 rvVv 42752 64587 0.45% 0.074%
32 14.504 1884 1890 1901 rBV 523831 842639 5.87% 0.968%
33 14.616 1906 1909 1916 rVB 39294 59821 0.42% 0.069%
34 14.687 1918 1921 1923 rBV 24893 28900 0.20% 0.033%
35 14.716 1923 1926 1930 rVB3 34560 45194 0.31% ©0.052%

36 14.810 1931 1942 1948 rBV 2823025 4154844 28.94% 4.774%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@50523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc :

ALS vial : 4 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-BP950323.MA.M
Title : SVOA CALIBRATION
37 14.875 1948 1953 1960 rVB4 66407 173372 1.21% 0.199%
38 14.998 1968 1974 1983 rBV3 115819 245402 1.71% 0.282%
39 15.204 2003 2009 2015 rBV2 101186 166348 1.16% 0.191%
40 15.281 2018 2022 2029 rVB 52950 74240 0.52% 0.085%
41 15.422 2041 2046 2050 rBvV2 35275 63974 0.45% 0.074%
42 15.475 2050 2055 2062 rvV 43859 67549 0.47% 0.078%
43 15.592 2069 2075 2078 rBV4 44382 79244 0.55% 0.091%
44 15.634 2078 2082 2086 rVB2 51739 78588 ©0.55% 0.090%
45 15.798 2105 2110 2115 rBV 674337 926004 6.45% 1.064%
46 15.851 2115 2119 2123 rVV2 61192 96815 0.67% 0.111%
47 15.916 2125 2130 2136 rVB2 139763 207320 1.44% 0.238%
48 16.157 2166 2171 2176 rVB2 113036 175598 1.22% 0.202%
49 16.298 2192 2195 2199 rvwV 30420 43687 0.30% 0.050%
50 16.345 2199 2203 2209 rVV4 53178 91277 0.64% 0.105%
51 16.539 2226 2236 2247 rBV 2558853 3423060 23.84% 3.933%
52 16.839 2282 2287 2288 rBvV3 20494 33044 0.23% 0.038%
53 17.092 2327 2330 2335 rBV6 22636 38794 0.27% 0.045%
54 17.216 2347 2351 2354 rBV 59657 85967 0.60% 0.099%
55 17.251 2354 2357 2360 rVV2 46765 62184 0.43% 0.071%
56 17.304 2362 2366 2370 rVV5 74309 138091 0.96% 0.159%
57 17.351 2371 2374 2377 rVW2 51093 80282 0.56% 0.092%
58 17.381 2377 2379 2384 rVWVW 59711 79603 0.55% 0.091%
59 17.563 2404 2410 2415 rBV 3301688 5001198 34.83% 5.746%
60 17.610 2415 2418 2422 rW 988007 1274738 8.88% 1.465%
61 17.663 2422 2427 2431 rW 736444 1054416 7.34% 1.211%
62 17.698 2431 2433 2437 rVB 192396 202682 1.41% 0.233%
63 17.963 2474 2478 2481 rBV 86936 128989 0.90% 0.148%
64 18.034 2487 2490 2494 rVB3 52270 62692 0.44% 0.072%
65 18.139 2504 2508 2515 rVB5 110868 221008 1.54% 0.254%
66 18.422 2551 2556 2560 rBV 381977 547739 3.82% 0.629%
67 18.469 2560 2564 2573 rVB2 217024 342078 2.38% 0.393%
68 18.604 2582 2587 2591 rBV2 235069 425561 2.96% 0.489%
69 18.645 2591 2594 2599 rVB 109296 157330 1.10% 0.181%
70 18.704 2600 2604 2609 rBVv4 65167 111622 0.78% 0.128%
71 18.833 2623 2626 2630 rBv2 171183 231851 1.61% 0.266%
72 18.898 2634 2637 2640 rVV 92535 116143 0.81% 0.133%
73 18.939 2641 2644 2648 rVB3 77486 99786 0.70% 0.115%
74 19.245 2693 2696 2701 rVB 286235 364374  2.54% 0.419%
75 19.298 2702 2705 2709 rVB2 122172 165222 1.15% 0.190%
76 19.386 2718 2720 2723 rBV 64669 61445 0.43% 0.071%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@50523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc :

ALS vial : 4 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-BP950323.MA.M
Title : SVOA CALIBRATION

77 19.557 2744 2749 2756 rVB 2056566 2623386 18.27% 3.014%
78 19.645 2761 2764 2768 rVB4 142357 177618 1.24% 0.204%
79 19.880 2799 2804 2806 rBV2 1141903 1581076 11.01% 1.817%
80 19.910 2806 2809 2816 rVB 1714903 2225363 15.50% 2.557%
81 20.216 2857 2861 2867 rBv4 178089 326233  2.27% 0.375%
82 20.380 2886 2889 2893 rvB2 222819 322042 2.24% 0.370%
83 20.480 2904 2906 2909 rBV 92164 91582 0.64% 0.105%
84 20.680 2936 2940 2944 rBV 181115 261225 1.82% 0.300%
85 20.763 2951 2954 2957 rVB 173853 189432 1.32% 0.218%
86 20.863 2968 2971 2977 rBV2 213864 256556 1.79% 0.295%
87 21.169 3020 3023 3026 rVB 228840 229396 1.60% 0.264%
88 21.316 3045 3048 3052 rVB 485648 533111 3.71% 0.613%

89 21.545 3079 3087 3096 rBV2 8270973 14357092 100.00% 16.495%

90 21.645 3097 3104 3108 rVV2 3380967 5905642 41.13% 6.785%
91 21.686 3108 3111 3120 rVB 735602 1027176 7.15% 1.180%
92 22.057 3170 3174 3185 rVB 1394511 2130802 14.84%  2.448%
93 22.263 3206 3209 3212 rBV2 326204 467000 3.25% 0.537%
94 22.298 3212 3215 3217 rVV 609997 819683 5.71% ©.942%
95 22.345 3217 3223 3235 rVB 6651630 10434903 72.68% 11.989%
96 22.616 3265 3269 3281 rVB 1511448 2732232 19.03%  3.139%
97 22.769 3292 3295 3299 rBV = 374496 568921 3.96% ©.654%
98 22.827 3300 3305 3317 rVB 1534664 2722523 18.96%  3.128%
99 23.145 3355 3359 3368 rVB 1152448 2081535 14.50%  2.392%
100 24.245 3540 3546 3553 rBV2 1522651 3365338 23.44% 3.867%

Sum of corrected areas: 87036611
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

: 05 May 2023 12:35
: CG/JU
: 02479-16 5X

4

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@50523\
BP014979.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BP014979.D\data.ms
8000000
6000000
4000000
2000000 10.999
8.163
4.014.246475 5.299 6.111 7.31.181687 J\zgmo 8.8/509%840  101@6P9910-616 110520 12.(
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP014979.D\data.ms
8000000
6000000
4000000
17.563
14.810 16.539
2000000
4 .504
12.353.646863 1 . : 16.88
ww\w‘\ﬁ\‘ww\ww\w\ww\w‘\wAww‘wwww“\wwwww\\‘w\ww‘ww\w‘w\ww\wwww\ww‘www\‘ww\w‘www\‘w
Time--> 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP014979.D\data.ms
21.645
8000000 22.345
6000000
21.645
4000000
mgz 24.245
22.057 23.145
2000000 686
2L31
@age. 1
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 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\BP050523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 .alpha.-Bisabolol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.540 13.69 ng/ul 3423060 Phenanthrene-d10 17.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Bisabolol 222 C15H260 000515-69-5 91
2 (E)-.beta.-Farnesene 204 C15H24 018794-84-8 87
3 .beta.-Bisabolene 204 C15H24 000495-61-4 70
4 (E)-.beta.-Farnesene 204 C15H24 018794-84-8 55
5 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 47

Abundance Scan 2236 (16.539 min): BP014979.D\data.ms (-2226) (- m/z 69.05 100.00%
69.0

5000
1 \
J “ 134.0 204.2 A 16.50
ob MMITL | 2671 34084012 4900548 ./, 169 .65 87.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101962: .alpha.-Bisabolo
109.0
43.0
5000 — ‘
16.50
204.0 m/z 43.00  82.02%
OHL‘AL\ ”\\\AM\\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #80209: (E)-.beta.-Farnesene
69.0
T \
16.50
5000 ITI/Z 119.05 73.11%
161.0
o_w\‘,‘Hh“UJ‘“‘“_m_m‘mWm_m‘w‘w_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80179: .beta.-Bisabolene —
69.0 16.50
m/z 41.10 53.06%
5000
l 2040
0 U\“ h |\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 Anthracene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.422 2.19 ng/ul 547739  Phenanthrene-d10 17.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 92
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 78

Abundance Scan 2556 (18.422 min): BP014979.D\data.ms (-2551) (- m/z 192.05 100.00%
192.1

=

5000 73.0
e
Jisdeo, | | 2583 _—
Ol ALk L [ 2983 8412 4309 5347 /7 191,05  58.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 R
18.50
m/z 73.00 50.92%
83.0
ol5.0 N
‘\\\1[[\\1‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
e
18.50
5000 ITI/Z 60.00 39.74%
27.0 96.0
R AR R R S ARRRRRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67027: Anthracene, 9-methyl- —=
192.0 18.50
m/z 43.00 39.39%
- /\Lh
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.057 7.22 ng/ul 2130800 Chrysene-d12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiocarbamic acid, N-phenyl-, 2-... 209 C11H15NOS 027830-90-6 32
2 6,7-Dihydro-5H-pyrrolo[2,1-c][1,... 153 C6H7N302 1000296-76-1 27
3 1-Methyl-6-0x0-1,6-dihydro-3-pyr... 153 C7H7NO3 003719-45-7 27
4 2-Methyl-1-(2,4,6-trihydroxyphen... 196 C10H1204 035458-21-0 27
5 Preleptospermone 210 C11H1404 026103-97-9 27
Abundance Scan 3174 (22.057 min): BP014979.D\data.ms (-3170) (- m/z 153.00 100.00%
153.0
5000/ 910 2431 LJL
T T
’ ‘ k 22.00
O kbbbl Ll | 299.0356.1 4290 5052 1/, 24310 50.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86164: Thiocarbamic acid, N-phenyl-, 2-methylpropyl es
153.0
93.0
5000 s ‘
22.00
m/z 91.00 44 .,97%
037‘"#‘|" ‘\‘\]\\\2\(’)?\'(\)\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #30553: 6,7-Dihydro-5H-pyrrolo[2,1-c][1,2,4]triazole-3-ca
153.0
T \
22.00
5000 m/z 120.00 21.76%
41.0
AENC
m/z--> 50 100 150 200 250 300 350 400 450 500 550 A/\
Abundance #30686: 1-Methyl-6-oxo-1,6-dihydro-3-pyridinecarboxylic ‘ ‘ ‘A‘ ‘
153.0 22.00
m/z 165.00 20.32%
5000
42.0
ou“{HLW“‘,w,w,w‘w_m‘wwww e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.298 2.78 ng/ul 819683  Chrysene-di2 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl 4,5-dimethyl-2-[(methylcar... 272 C11H16N202S2  ©59898-39-4 27
2 2-Pyridinamine, N-methyl-5-nitro- 153 C6H7N302 004093-89-4 25
3 6-Methyl-2"-(1-naphthylmethylene... 289 C18H15N30 1000239-87-7 25
4 Naringenin 272 C15H1205 000480-41-1 18
5 N-(4-Chloro-2-fluorophenyl)-2-(2... 297 C12H9C1FN30S  317325-22-7 17
Abundance Scan 3215 (22.298 min): BP014979.D\data.ms (-3212) (-, | m/z 153.00 100.00%
153.0
5000 910 J
‘ | \ ]i 2\7121 22.00 22, 50
obrrdphbtpl A4 B3N] | 839.14001 47815350 o156 09 45.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #162621: Ethyl 4,5-dimethyl-2-[(methylcarbamothioyl)am
153.0
5000
22 00 22 50
74.0 2720 m/z 91.00 %
OI‘- T J’\\‘f’f\‘\\L\J\‘\sz\#‘}\\()\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30539: 2-Pyridinamine, N-methyl-5-nitro-
30.0
153.0 22 00 22 50
5000 m/z 166.00 32.19%
il
OH‘,“‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185303: 6-Methyl-2'-(1-naphthylmethylene)nicotinohydr —" —
153.0 22.00 22. 50
m/z 118.00 4%
5000
92.0
289.0
0f 280 2800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 unknown-@3 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.345 35.34 ng/ul 10434900  Chrysene-d12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Isopropoxy-4-nitrotoluene 195 C10H13NO3 126802-98-0 22
2 Chrysin 254 C15H1004 000480-40-0 15
3 Flopropione 182 C9H1004 002295-58-1 14
4 1,3-Benzenediol, 5-(dimethylamino)- 153 C8H11NO2 040248-00-8 14
5 1-Methyl-6-oxo-1,6-dihydro-3-pyr... 153 C7H7NO3 003719-45-7 14

Abundance Scan 3223 (22.345 min): BP014979.D\data.ms (-3217) (] | m/z 153.00 100.00%

153.0
254.1
5000
91.0
‘ | 314.1 22.00 22.50
(- ,‘"c“‘ sl L LT 178762 45218213 o5 05 70.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70038: 3-Isopropoxy-4-nitrotoluene
153.0
5000 — —r
22.00 22.50
77.0 m/z 120.00  55.41%
O‘m’“\\ifiJ‘L\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140492: Chrysin
254.0 A
- —— ‘
22.00 22.50
5000 m/z 91.e0 37.57%
152.0
69.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57501: Flopropione T =
153.0 22.00 22.50
m/z 43.00 33.11%
5000
69.0
O —— = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

SFAM-EPA-BP@50323.MA.M Mon May 08 10:13:03 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 Chrysin Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.616 9.25 ng/ul 2732230  Chrysene-d12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chrysin 254 C15H1004 000480-40-0 98
2 Chrysin 254 C15H1004 000480-40-0 95
3 Chrysin 254 C15H1004 000480-40-0 94
4 5,6-Dihydroxyflavone 254 C15H1004 006665-66-3 68
5 2,2'-Binaphthalene 254 C20H14 000612-78-2 47
Abundance Scan 3269 (22.616 min): BP014979.D\data.ms (-3265) (- m/z 254.10 100.00%
254.1
5000
124.0
510 ‘ ‘ | 22.50 23.00
obfull il J1851 | | 3141 388.9 4903549. ., 556 19  26.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140492: Chrysin
254.0
5000 — —
22.50 23.00
152.0 . .36%
69.0 ‘ m/z 124.00  24.36
O \\\\lv‘\th\\““f“\‘\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140493: Chrysin
254.0
= =
22.50 23.00
5000 m/z 152.00 23.78%
124.0
510, il
0“HWmﬂMWH‘_‘H‘HMW‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140491: Chrysin T
254.0 22.50 23.00
m/z 255.10  17.40%
5000
152.0
69.0 ‘ ‘ ‘
0"H,HNJN‘H‘H“_ﬂH‘H‘W"H‘H‘w“u‘u‘w“u“ = —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 unknown-04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.827 9.22 ng/ul 2722520  Chrysene-d12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chrysin 254 C15H1004 000480-40-0 22
2 Dimethyl(coumarin-4-yl)phosphonate 254 C11H1105P 139300-89-3 22
3 Silane, dimethyl(4-methoxyphenox... 254 C13H2203Si 1000347-14-2 14
4 Naphthalen-1(2H)-one, 3,4-dihydr... 254 C16H140S 351066-46-1 14
5 1,1'-Binaphthalene 254 C20H14 000604-53-5 14
Abundance Scan 3305 (22.827 min): BP014979.D\data.ms (-3300) (- m/z 153.00 100.00%
153.0
254.1
5000 57.0 J\
e
22.50 23.00
328.1
Ol ‘ l b L S 3962 5080 s 554,05  82.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140492: Chrysin
254.0
5000
22.50 23.00
152.0 . .49%
69.0 ‘ \ m/z 120.00 42.49
O\\\l}h\“\‘h\\“M\“W\\‘\1\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139879: Dimethyl(coumarin-4-yl)phosphonate
254.0
— e
1970 22.50 23.00 .
5000 131.0 m/z 57.00 39.047%
63.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140226: Silane, dimethyl(4-methoxyphenoxy)butoxy- — —
254.0 22.50 23.00
m/z 91.00 32.42%
5000 183.0
75.0
0“‘M‘L§M‘A‘M“‘WJ“M“‘W“‘W“‘W“‘W“‘W“‘W‘ = .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 N-Propylindan-2-amine Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.145 12.37 ng/ul 2081540  Perylene-d12 24.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Propylindan-2-amine 175 C12H17N 082985-09-9 59
2 2-Indolizinemethanol 147 CS9HONO 022320-21-4 38
3 1-Butanone, 2-chloro-3-methyl-1-... 238 C14H19C10 055955-90-3 38
4 Benzoic acid, 4-propyl-, 4-cyano... 265 C17H15NO2 056131-49-8 38
5 1-Naphthalenamine, 5,6,7,8-tetra... 147 C10H13N 002217-41-6 35

Abundance Scan 3359 (23.145 min): BP014979.D\data.ms (-3355) (- m/z 147.00 100.00%
14

V.0
5000

—
65.0 235.1 23.00 23.50

il | 293135604131 47505400 1 117,00 6. 70%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50112: N-Propylindan-2-amine
117.0

5000 T
43.0 23.00 23.50
m/z 115.00  44.91%

1 175.0
‘\‘\\\\\‘#HWHLJRJ‘"\\“f“\fl\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26080: 2-Indolizinemethano

147.0

—
23.00 23.50
5000 m/z 91.00 36.72%

89.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #120844: 1-Butanone, 2-chloro-3-methyl-1-[4-(1-methylet 7
147.0 23.00 23.50

m/z 65.00 16.02%

- ML
41.0 L 2230

OB A R R o e — =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

o

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050523\
Data File : BP014979.D

Acqg On : 05 May 2023 12:35
Operator : CG/JU

Sample : 02479-16 5X

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@50323.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|
.alpha.-Bisabolol 16.540 13.7 ng/ul 3423060 4 17.563 5001200 20.0
Anthracene, 2-m... 18.422 2.2 ng/ul 547739 4 17.563 5001200 20.0
unknown-01 22.057 7.2 ng/ul 2130800 5 21.645 5905640 20.0
unknown-02 22.298 2.8 ng/ul 819683 5 21.645 5905640 20.0
unknown-03 22.345 35.3 ng/ul 10434900 5 21.645 5905640 20.0
Chrysin 22.616 9.3 ng/ul 2732230 5 21.645 5905640 20.0
unknown-04 22.827 9.2 ng/ul 2722520 5 21.645 5905640 20.0
N-Propylindan-2... 23.145 12.4 ng/ul 2081540 6 24.245 3365340 20.0
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