LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc :

ALS Vvial : 47 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-BP111023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18258.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.158 9 12 18 rVB 13588 16975 ©0.89% 0.095%
2 3.369 46 48 51 rBv4 2243 2588 0.14% 0.015%
3 3.605 85 88 102 rBV 50705 103744 5.46% 0.583%
4 3.769 114 116 122 rVB7 5284 8167 0.43% 0.046%
5 3.899 134 138 142 rBV6 2818 4053 0.21% 0.023%
6 4.487 233 238 241 rBV7 1942 3528 0.19% 0.020%
7 6.963 652 659 679 rBV 38520 107697 5.67% 0.605%
8 7.128 681 687 701 rBV 207890 345510 18.17% 1.941%
9 7.299 709 716 739 rBV 214276 401604 21.13% 2.256%
16 7.51@ 750 752 756 rVB5 2316 2148 0.11% 0.012%
11 7.781 791 798 813 rBV 161340 300292 15.80% 1.687%
12 7.881 813 815 817 rVvv3 2609 2639 0.14% 0.015%
13 7.922 821 822 826 rVB4 1832 1942 0.10% 0.011%
14 8.510 916 922 944 rBV 146625 314123 16.52% 1.764%
15 8.987 996 1003 1015 rBV 251970 474596 24.97%  2.666%
16 9.146 1028 1030 1035 rVB5 4179 5216 0.27% 029%

17 9.699 1117 1124 1145 rBV 213716 439610 23.12%
18 10.228 1208 1214 1243 rBV 232044 560284 29.47%
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19 10.593 1268 1276 1290 rVV 231632 392170 20.63% 203%
20 10.781 1301 1308 1330 rBV 175655 465553 24.49% 615%
21 10.987 1341 1343 1350 rVB8 4000 5944 ©.31% 0.033%
22 11.040 1350 1352 1358 rVB7 1883 3211 0.17% 0.018%
23 11.375 1405 1409 1410 rBvV4 2264 2417 0.13% 0.014%
24 11.410 1410 1415 1419 rVB7 3785 7405 0.39% 0.042%
25 11.528 1433 1435 1439 rVB5 2121 2225 0.12% 0.012%
26 11.628 1450 1452 1458 rVB7 1461 1939 0.10% 0.011%
27 11.763 1473 1475 1478 rVB4 2334 2119 0.11% 0.012%
28 12.251 1556 1558 1563 rVB6 3129 2744 0.14% 0.015%
29 12.445 1587 1591 1595 rVWV7 1696 2508 0.13% 0.014%
30 12.757 1641 1644 1647 rBV4 1836 2130 0.11% 0.012%
31 13.298 1729 1736 1742 rBV 39040 66226 3.48% 372%

32 13.669 1793 1799 1804 rBV 91822 147054  7.74%
33 13.739 1804 1811 1830 rVv2 56076 243294 12.80%
34 13.881 1830 1835 1851 rVB 667972 979742 51.54%
35 14.016 1857 1858 1863 rBV5 2038 2181 0.11%
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36 14.157 1874 1882 1895 rBV 715184 1052349 55.36% 5.911%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc :

ALS Vvial : 47 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-BP111023.MA.M
Title : SVOA CALIBRATION
37 14.457 1926 1933 1946 rVB 323670 471533 24.80% 2.649%
38 14.816 1989 1994 1995 rBV5 7405 9701 0.51% 0.054%
39 14.881 2001 2005 2010 rVBS8 2833 4008 0.21% 0.023%
40 15.104 2040 2043 2047 rVB6 2209 2597 0.14% 0.015%
41 15.463 2097 2104 2115 rBV 920759 1366398 71.88% 7.675%
42 15.628 2126 2132 2154 rBV 233642 461839 24.29% 2.594%
43 15.875 2170 2174 2178 rVV 16462 21544 1.13% 0.121%
44 15.922 2178 2182 2187 rVV3 15921 23538 1.24% 0.132%
45 15.963 2187 2189 2193 rVVv4 3809 4215 0.22% 0.024%
46 16.181 2220 2226 2235 rBV 32223 42401 2.23% 0.238%
47 16.275 2237 2242 2246 rVV 114055 154586 8.13% ©0.868%
48 16.333 2246 2252 2258 rVV2 127763 258883 13.62% 1.454%
49 16.398 2258 2263 2267 rVV3 105470 189302 9.96% 1.063%
50 16.439 2267 2270 2274 rVWV 69131 90642 4.77% 0.509%
51 16.492 2274 2279 2281 rW 37051 56340 2.96% 0.316%
52 16.516 2281 2283 2285 rVvV 35840 41794 2.20% 0.235%
53 16.539 2285 2287 2291 rW 37435 50317 2.65% 0.283%
54 16.598 2291 2297 2304 rVV3 91135 181064 9.52% 1.017%
55 16.669 2304 2309 2313 rVV 110159 158696 8.35% 0.891%
56 16.710 2314 2316 2318 rVV3 28716 34448 1.81% 0.193%
57 16.739 2318 2321 2327 rW 49344 70674 3.72% ©.397%
58 16.810 2330 2333 2337 rVB6 2037 3477 0.18% 0.020%
59 16.875 2340 2344 2349 rBV5 3667 7429 0.39% 0.042%
60 16.992 2361 2364 2368 rVB5 4418 7168 0.38% 0.040%
61 17.039 2371 2372 2376 rVWV4 2901 2699 0.14% 0.015%
62 17.075 2376 2378 2382 rVV4 3321 4939 0.26% 0.028%
63 17.192 2395 2398 2401 rBV5 2358 3456 0.18% 0.019%
64 17.245 2401 2407 2415 rBV 458798 647152 34.04%  3.635%
65 17.339 2417 2423 2437 rBV 1050736 1593207 83.81% 8.949%
66 17.875 2509 2514 2519 rVB7 10305 14298 0.75% ©.080%
67 18.092 2547 2551 2558 rBV3 25830 42154  2.22% ©0.237%
68 18.186 2565 2567 2571 rVB4 2371 1949 0.10% 0.011%
69 18.304 2583 2587 2594 rBV3 23667 36593 1.92% 0.206%
70 18.527 2623 2625 2629 rBV5 1735 2549 0.13% 0.014%
71 18.563 2629 2631 2635 rVB4 2141 2582 0.14% 0.015%
72 18.733 2658 2660 2663 rVB4 2411 2371 0.12% 0.013%
73 18.769 2663 2666 2668 rBV5 2975 3366 ©0.18% 0.019%
74 18.904 2687 2689 2692 rVB3 2471 2173 0.11% 0.012%
75 19.016 2705 2708 2712 rVB5 7663 9550 0.50% 0.054%
76 19.174 2732 2735 2739 rBV2 10050 12218 0.64% 0.069%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 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-BP111023.MA.M
Title : SVOA CALIBRATION

77 19.227 2742 2744 2745 rVV2 5153 4270 0.22% 0.024%
78 19.251 2746 2748 2757 rVW4 14616 23588 1.24% 0.132%
79 19.345 2760 2764 2776 rVB9 19334 33220 1.75% 0.187%
80 19.598 2802 2807 2820 rBV 1390526 1898774 99.88% 10.665%

81 21.380 3105 3110 3117 rBV 485672 677561 35.64%  3.806%
82 23.686 3495 3502 3514 rBV2 949116 1901018 100.00% 10.678%
83 23.857 3525 3531 3542 rVB 324215 694891 36.55% 3.903%

Sum of corrected areas: 17803099

SFAM-EPA-BP111023.MA.M Sun Nov 19 10:52:24 2023 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP018258.D\data.ms
1400000

1200000
1000000
800000
600000

400000

8.987 10.2280.593
7.12899 9.699
200000 7.781 8.510 0.781

01@369&’ 4.487 6.96% \7.510 7rame \ b.146 }L ]L[E Xg%mmm

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP018258.D\data.ms
1400000 19.598

1200000
17.339
1000000 15.463
800000
600000

400000

200000

13
12.28u4R.757 13298

Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17. OO 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP018258.D\data.ms
1400000

1200000
23.686

1000000
800000
600000 21.380

23.857
400000

200000

O L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
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\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.298 2.81 ng/ul 66226  Acenaphthene-di0 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 60
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 60
3 p-Methoxybenzamide 151 C8HINO2 003424-93-9 49
4 Thymol 150 C10H140 000089-83-8 35
5 3-(Adamantan-1-yl)propanoic acid 208 C13H2002 016269-16-2 30

Abundance Scan 1736 (13.298 min): BP018258.D\data.ms (-1729) (- m/z 135.15 100.00%

135.2
43.0
5000
1300 1350
’ ’ 221.2 295.3356.2415.3  512.0
o"Hl;‘“‘mlheu\“!'“‘\L‘WmwHWH“wwwww‘_ m/z 43.05 %
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000
1300 1350
m/z 107.10 9.43%
41.0
O‘\\\u“\\\‘\\““\l\‘\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
1300 1350
5000 ITI/Z 109.10 0.93%
77.0
0L5mw‘m\|‘hWlm_m‘H",‘HWm_m_m_uw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28761: p-Methoxybenzamide
135.0 1300 1350
m/z 151.15 3.80%
5000
77.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1300 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Cyclohexanamine, N-cyclohexyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.669 6.24 ng/ul 147054  Acenaphthene-di10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 97
2 (Bicyclohexyl)-2-amine 181 C12H23N 006283-14-3 95
3 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 91
4 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 90
5 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 87

Abundance Scan 1799 (13.669 min): BP018258.D\data.ms (-1793) (-~ m/z 138.15 100.00%
138.2

=

5000
56.1
e — o
\ ‘ t 13.50 14.00
Obrrkhiayy. || POBL 2BL1 35624151 491.4549. . 56 1 35.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55894: Cyclohexanamine, N-cyclohexyl-
138.0
5000 — e 2
56.0 13.50 14.00
m/z 41.10 20.81%
O‘\\"\%L"‘\“‘\A\ﬂ‘\}\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55892: (Bicyclohexyl)-2-amine
138.0 JL
e oY
13.50 14.00
5000 ITI/Z 55.05 20.51%
56.0
0‘HﬂWuqu‘HpH‘W‘H‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55898: Cyclohexanamine, N-cyclohexyl- N T s
138.0 13.50 14.00

m/z 82.05 16.58%

5000
56.0

B

0 .I‘L\“AH‘

— =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 (Bicyclohexyl)-2-amine Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.740 10.32 ng/ul 243294  Acenaphthene-di10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 94
2 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 93
3 (Bicyclohexyl)-2-amine 181 C12H23N 006283-14-3 91
4 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 91
5 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 90

Abundance Scan 1811 (13.739 min): BP018258.D\data.ms (-1804) (- m/z 138.20 100.00%
138.2

=

5000
56.0
— o
L” \ ‘2210 13.50 14.00
Ol 75 2279,1 331.1402.0 4695 549+ p/7 56,05  28.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55894: Cyclohexanamine, N-cyclohexyl-
138.0
5000 T T T T T \/\TA
56.0 13.50 14.00
m/z 55.10 19.90%
O‘\\"\%L"‘\“\ll\h\“‘\}\\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55895: Cyclohexanamine, N-cyclohexyl-
138.0
A oo
13.50 14.00
5000 m/z 41.00 17.04%
56.0
o1nl,1.n._\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 J\VM
Abundance #55892: (Bicyclohexyl)-2-amine mspony T
138.0 13.50 14.00
m/z 181.30 14.85%
5000
56.0
O‘HwhpwﬁﬂiH‘pHA‘_‘H“H“H‘W“H“H‘_“W“H“ —r— =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.275 4.78 ng/ul 154586  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 86
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
3 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
4 Methanol, (cyclohexyl)(2,3-dimet... 218 C15H220 349498-47-1 72
5 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 64

Abundance Scan 2242 (16.275 min): BP018258.D\data.ms (-2237) (- m/z 135.20 100.00%

135.2
5000
- LY,
41.0 2203 16.00 16.50
Oprr e bbb b 5207 295.2356.1415.5 490.3549. /7 197,10 21.24%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 M —
16.00 16.50
m/z 136.15 10.27%
570 206.0
O‘\\\l\’l\l\‘\\“‘\J\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
Mo, LAY,
16.00 16.50
5000 m/z 41.05 10.15%
41.0
o b o L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)- e —
135.0 16.00 16.50
m/z 43.05 7.36%
5000
?7"0 | 206.0
O e e e e T des =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Phenylpropionic acid pentaf... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.334 8.00 ng/ul 258883  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenylpropionic acid pentafluoro... 330 C16H11F502 062434-95-1 53
2 1-(Isocyanatomethyl)-4-propoxybe... 191 C11H13NO2 936095-07-7 46
3 Acetamide, N-(3-methylphenyl)- 149 CO9H11NO 000537-92-8 43
4 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 43
5 4-Isopropoxy-4-phenylbutyronitrile 203 C13H17NO 1010370-35-3 38

Abundance Scan 2252 (16.333 min): BP018258.D\data.ms (-2246) (- m/z 107.10 100.00%
107.1

3

5000
191.2
41.1 MT i
l“t “ \ 0811 16.00 16.50
Ol )y 28L.1 356.24152474.7 549 y/7 149.20  93.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #236243: Phenylpropionic acid pentafluorobenzyl ester
107.0
5000 1600 1650
181.0 : :
m/z 121.10 64.61%
O‘\\\\"\\\\‘\\\\[\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65589: 1-(Isocyanatomethyl)-4-propoxybenzene

=

107.0
= ‘ ‘
16.00 16.50
5000 ITI/Z 191.15 25.81%
191.0
41.0
Y 7 O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27368: Acetamide, N-(3-methylphenyl)- = —
107.0 16.00 16.50
m/z 41.10 18.09%
5000
43.0
o‘m‘Lw%»M‘H;H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 4-(7-Methyloctyl)phenol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.398 5.85 ng/ul 189302  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 81
2 Hexestrol, 0O-methoxycarbonyl- 328 (C20H2404 1000487-66-3 64
3 meso-Hexestrol, 0,0'-bis(n-propy... 442 C26H3406 1000487-65-0 59
4 Pentafluoropropionic acid, 1-ada... 312 C14H17F502 1000283-03-8 53
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 53

Abundance Scan 2263 (16.398 min): BP018258.D\data.ms (-2258) (- m/z 135.15 100.00%
135.2

—

5000
— =4
41.0 ‘ l 2203 16.00 16.50
Oberbpeckbobdd | 2202811 3652 4302 5043 /7 107.10  38.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 — —
16.00 16.50
m/z 121.05 31.58%
41.0
l | 220.0
O‘\\“\l\“”\‘\l‘\\h‘“\d\l\\‘l\\\\“\\l\\‘\\\\‘H\\‘\\H‘H\\‘\H\‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234568: Hexestrol, O-methoxycarbonyl-
135.0
— ——
16.00 16.50
5000 m/z 149.15 19.53%
o150, 77, \L‘J 19305530 328.0
A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #322972: meso-Hexestrol, O,0"-bis(n-propyloxycarbonyl) P 7
135.0 16.00 16.50
m/z 41.05 11.92%

5000

43.0 221.0

339.0
O‘m‘“‘H‘“‘m“m“‘Ju‘m"mwm‘mwm‘mw

s T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.439 2.80 ng/ul 90642  Phenanthrene-d1e 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 49
2 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 25
3 Benzaldehyde, 3-(2,4-dichlorophe... 310 C15H12C1203 1000273-78-9 22
4 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 22
5 Fenobucarb 207 C12H17NO2 003766-81-2 22

Abundance Scan 2270 (16.439 min): BP018258.D\data.ms (-2267) (- m/z 149.20 100.00%

149.2
5000
77.0 iG‘Sd
0 "w‘w || 2722088 3611 43234807509 1y 10116 8s.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27250: 2-Methyl-4-hydroxybenzoxazole
149.0
5000 T
16.50
520 m/z 107.10  75.24%
O\‘\“\“‘0\”“‘\‘1}\‘"“\1\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99261: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)-
149.0
—
16.50
5000 m/z 77.00 18.38%
41.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211260: Benzaldehyde, 3-(2,4-dichlorophenoxymethyl)-: e
149.0 16.50
m/z 191.25 16.62%
5000
91.0
s 210 300 .
m/z--> 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\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 G5H-Pyrrolo(3,2-d)pyrimidine... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.598 5.60 ng/ul 181064  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 64
2 Acetamide, N-methyl-N-phenyl- 149 CS9H11NO 000579-10-2 46
3 Methyl (1s,3s,5R,7S)-3-methylada... 208 C13H2002 1010504-39-1 38
4 Benzene, 1-butyl-4-methoxy- 164 C11H160 018272-84-9 35
5 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 27

Abundance Scan 2297 (16.598 min): BP018258.D\data.ms (-2291) (- m/z 107.10 100.00%
1

10¥. ‘
5000

—
47?‘\ i 281.1343.6401.1 16.50 100
Lkt £343.6001.1463.2 5356 n/z 149.15  97.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27174: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0

5000 RN
16.50 17.00
m/z 121.10 66.92%

53.0
‘\\1\“"\\”’\“\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27366: Acetamide, N-methyl-N-phenyl-
107.0

—
16.50 17.00
5000 m/z 77.05 19.10%

43.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance |

#85112: Methyl (1s,3s,5R,7S)-3-methyladamantane-1-ca 7 —
.0 16.50 17.00

149
m/z 135.15 17.00%

o

o

o

5000

9#0 208.0
0 Zg'pm\h \ J L ‘\
T SRR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 4-tert-Butylphenyl acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.669 4.90 ng/ul 158696  Phenanthrene-die 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 83
2 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 78
5 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78

Abundance Scan 2309 (16.669 min): BP018258.D\data.ms (-2304) (-~ m/z 135.15 100.00%

135.2
5000
41.0 16.50 17.00
Obrrkpshbidad 22032621 3562 4371 5336 ./, 107.10  22.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 — o
16.50 17.00
m/z 136.05 10.23%
41.0
O‘\\\u’”‘\d\“\“‘“\uf\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66601: 4-tert-Butylphenyl acetate
135.0
16.50 17.00
5000 ITI/Z 41.05 9.70%
43.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39629: Phenol, 4-(1,1-dimethylpropyl)- — i
135.0 16.50 17.00
m/z 91.10 7.85%
5000
41.0
0‘HWMWNHMWH\“\w\H\M\H‘H\W\H\M\H‘H\W\H\M —— Py
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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@ Acetamide, N-(3-methylphenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.739 2.18 ng/ul 70674  Phenanthrene-d1e 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 72
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 64
3 Ethanone, 2-(1-methylethoxy)-1,2... 254 C17H1802 006652-28-4 64
4 Acetamide, N-(4-methylphenyl)- 149 CSH11NO 000103-89-9 64
5 Acetamide, N-(2-methylphenyl)- 149 C9H11INO 000120-66-1 64

Abundance Scan 2321 (16.739 min): BP018258.D\data.ms (-2318) (- m/z 149.20 100.00%

149.2
5000
—h —
77.0 2071 2811 16.50 17.00
Obrrdub bty 2071 2811 3552 4304489.4549. ./, 197,10  61.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27371: Acetamide, N-(3-methylphenyl)-
107.0
5000 — oy
16.50 17.00
43.0 m/z 150.15 11.22%
O‘\\\\"l\‘\“\{‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27368: Acetamide, N-(3-methylphenyl)-
107.0
—ety P
16.50 17.00
5000 m/z 77.05 10.58%
43.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #140960: Ethanone, 2-(1-methylethoxy)-1,2-diphenyl- —— —
107.0 16.50 17.00

m/z 43.10 9.40%

5000

-

43@ 1
O e e e o "
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

65.0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111723\
Data File : BP018258.D

Acqg On : 18 Nov 2023 13:15
Operator : MA/JU

Sample : 05370-13

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111623.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|
Phenol, 4-(1,1-... 13.298 2.8 ng/ul 66226 3 14.457 471533 20.0
Cyclohexanamine... 13.669 6.2 ng/ul 147054 3 14.457 471533 20.0
(Bicyclohexyl)-... 13.7490 10.3 ng/ul 243294 3 14.457 471533 20.0
Phenol, 4-(1,1,... 16.275 4.8 ng/ul 154586 4 17.245 647152 20.0
Phenylpropionic... 16.334 8.0 ng/ul 258883 4 17.245 647152 20.0
4-(7-Methylocty... 16.398 5.8 ng/ul 189302 4 17.245 647152 20.0
unknown-01 16.439 2.8 ng/ul 90642 4 17.245 647152 20.0
5H-Pyrrolo(3,2-... 16.598 5.6 ng/ul 181064 4 17.245 647152 20.0
4-tert-Butylphe... 16.669 4.9 ng/ul 158696 4 17.245 647152 20.0
Acetamide, N-(3... 16.739 2.2 ng/ul 70674 4 17.245 647152 20.0
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