LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP©18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc :

ALS Vvial : 18 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@18191.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.164 106 13 23 rVB 16329 23672 1.20% 0.101%
2 3.605 85 88 97 rBvV 56344 104513 5.28% 0.446%
3 3.775 112 117 121 rVB3 6314 10864 0.55% 0.046%
4 3,905 137 139 141 rvVvB3 3903 3197 0.16% 0.014%
5 4.252 196 198 201 rBV4 3899 3194 0.16% 0.014%
6 4.946 313 316 321 rVB6 1918 2765 0.14% 0.012%
7 5.022 323 329 332 rVB7 1887 3733 0.19% 0.016%
8 6.552 583 589 592 rBV7 1456 2302 0.12% 0.010%
9 6.734 617 620 621 rBV3 2280 2202 0.11% 0.009%
106 6.963 654 659 673 rBV 45749 116651 5.89% 0.497%
11 7.134 682 688 701 rBV 219701 360672 18.21%  1.538%
12 7.305 711 717 733 rBV 225386 420515 21.23% 1.793%
13 7.499 748 750 754 rVB5 1843 2266 0.11% 0.010%
14 7.652 773 776 782 rBV7 2424 2894 0.15% 0.012%
15 7.781 790 798 814 rBV 275321 495849 25.04%  2.114%
16 7.893 815 817 822 rVB6 2211 3363 0.17% 0.014%
17 8.246 873 877 878 rBv4 1807 2256 0.11% ©0.010%
18 8.275 878 882 889 rVBle 2966 5713 ©.29% 0.024%
19 8.516 914 923 942 rBV 148471 336616 17.00% 1.435%
20 8.681 949 951 956 rvB6 2534 3421 0.17% 0.015%
21 8.904 984 989 990 rBVS 1845 2417 0.12% 0.010%
22 8.993 995 1004 1024 rBV 251155 504665 25.48% 2.152%
23 9.157 1025 1032 1038 rVB3 14248 32124 1.62% 0.137%
24  9.304 1051 1057 1061 rBV9 3738 7884 0.40% 0.034%
25 9.481 1083 1087 1092 rVBS8 1351 2661 0.13% 0.011%
26 9.704 1117 1125 1144 rBV 216306 427232 21.57% 1.822%
27  9.822 1144 1145 1150 rVV5 2919 3654 0.18% 0.016%
28 9.863 1150 1152 1159 rVBS8 1526 3574 0.18% 0.015%
29 10.169 1201 1204 1208 rVB6 2166 3586 0.18% 0.015%
30 10.234 1208 1215 1233 rBV 245167 561597 28.36% 2.394%
31 10.598 1270 1277 1284 rBV 374797 616726 31.14% 2.630%
32 10.657 1284 1287 1299 rVB6 11452 25535 1.29% 0.109%
33 10.793 1299 1310 1332 rBV 128493 387738 19.58% 1.653%
34 10.981 1335 1342 1350 rVB9 11568 31459 1.59% 0.134%
35 11.322 1397 1400 1404 rVB6 3433 4309 0.22% 0.018%
36 11.404 1406 1414 1423 rVV4 22114 71134 3.59% 0.303%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP©18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc :

ALS Vvial : 18 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 11.481 1423 1427 1431 rVW5 13027 26996 1.36% 0.115%
38 11.528 1431 1435 1447 rVV5 12572 39449 1.99% 0.168%
39 11.651 1451 1456 1463 rVB2 12373 22161 1.12% 0.094%
40 11.840 1482 1488 1489 rBV6 1723 2457 0.12% 0.010%
41 11.898 1496 1498 1502 rVB4 1981 2158 0.11% 0.009%
42 12.122 1534 1536 1539 rBvV3 2141 2419 0.12% 0.010%
43 12.157 1539 1542 1547 rW7 1729 2619 0.13% 0.011%
44 12.222 1551 1553 1560 rvv8 2675 4533  0.23% 0.019%
45 12.975 1677 1681 1683 rBV5 1647 2512 0.13% 0.011%
46 13.298 1730 1736 1745 rBV 122772 196190 9.91% 0.836%
47 13.439 1757 1760 1764 rBV6 1399 2449 0.12% 0.010%
48 13.575 1782 1783 1790 rVB6 1569 2306 0.12% 0.010%
49 13.687 1796 1802 1806 rBV 112377 225243 11.37% 0.960%
50 13.739 1807 1811 1812 rBV 39116 46179 2.33% 0.197%
51 13.887 1831 1836 1859 rVB 789905 1616285 81.61% 6.891%
52 14.163 1876 1883 1899 rBV 674584 1007495 50.87% 4.296%
53 14.275 1899 1902 1967 rVB7 4028 5531 0.28% 0.024%
54 14.392 1918 1922 1926 rBV5 13553 16430 0.83% 0.070%
55 14.463 1928 1934 1948 rVB 531415 797747 40.28%  3.401%
56 14.639 1962 1964 1970 rVB6 3779 5210 0.26% 0.022%
57 14.686 1970 1972 1973 rBV2 2675 2668 0.13% 0.011%
58 14.792 1984 1990 1999 rBV6 15901 54826 2.77% 0.234%
59 15.104 2038 2043 2046 rBV 15926 19297 0.97% 0.082%
60 15.210 2055 2061 2065 rBV2 19517 32262 1.63% 0.138%
61 15.292 2072 2075 2079 rVB 6510 7244 0.37% 0.031%
62 15.328 2079 2081 2085 rBVS5 4477 6576 0.33% 0.028%
63 15.375 2085 2089 2095 rVB6 15047 22669 1.14% 0.097%
64 15.463 2098 2104 2113 rBV 881376 1301242 65.70% 5.548%
65 15.534 2113 2116 2120 rVB6 8606 12264 0.62% 0.052%
66 15.628 2127 2132 2142 rBV 255020 409042 20.65% 1.744%
67 15.781 2154 2158 2170 rVB3 24076 47230 2.38% 0.201%
68 15.881 2171 2175 2179 rVWV 28398 35373 1.79% 0.151%
69 15.922 2179 2182 2186 rVB2 12798 16723 0.84% 0.071%
70 16.016 2194 2198 2208 rBV 47841 68965 3.48% 0.294%
71 16.181 2217 2226 2232 rBV2 102729 186683 9.43% 0.796%
72 16.275 2236 2242 2247 rVV 290082 424613 21.44% 1.810%
73 16.333 2247 2252 2259 rVV2 304853 685230 34.60% 2.922%
74 16.398 2259 2263 2267 rVV3 271847 457188 23.08% 1.949%
75 16.439 2267 2270 2275 rVV 158950 217412 10.98% 0.927%

76 16.498 2275 2280 2282 rVV 77793 132498 6.69% 0.565%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP©18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc :

ALS Vvial : 18 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 16.545 2285 2288 2292 rVW 107960 154036 7.78% 0.657%
78 16.598 2292 2297 2304 rVV4 182154 353559 17.85% 1.507%
79 16.669 2304 2309 2314 rVV 253468 397607 20.08% 1.695%
80 16.710 2314 2316 2319 rW 76731 107355 5.42% 0.458%
81 16.745 2319 2322 2330 rVB 141805 191949 9.69% 0.818%
82 16.880 2342 2345 2348 rBV3 6696 9202 0.46% 0.039%
83 17.080 2376 2379 2381 rBV4 6520 8109 0.41% 0.035%
84 17.245 2399 2407 2415 rBV 736072 1022677 51.64% 4.360%
85 17.345 2418 2424 2436 rBV 1126924 1507521 76.12% 6.428%
86 18.098 2547 2552 2563 rBV 82012 144447 7.29% 0.616%
87 18.310 2585 2588 2593 rVB 17564 23105 1.17% 0.099%
88 18.751 2660 2663 2664 rBV3 9039 10776 ©0.54% 0.046%
89 18.886 2683 2686 2691 rVB7 18319 23786 1.20% 0.101%
90 19.016 2705 2708 2711 rBV5 16921 21598 1.09% 0.092%
91 19.174 2732 2735 2738 rBV3 12913 17959 0.91% 0.977%
92 19.227 2741 2744 2755 rVB5 57065 110377 5.57% 0.471%
93 19.339 2760 2763 2772 rVV3 64554 98903 4.99% 0.422%
94 19.598 2802 2807 2816 rBV 1424290 1906357 96.26%  8.128%
95 20.733 2997 3000 3006 rVB2 42722 46432 2.34% 0.198%
96 21.374 3104 3109 3118 rBV 936978 1200014 60.59% 5.116%
97 22.480 3294 3297 3304 rVB3 88125 121311 6.13% 0.517%
98 23.680 3494 3501 3514 rVB2 993918 1980501 100.00%  8.444%
99 23.845 3522 3529 3540 rVB 607339 1236976 62.46% 5.274%

Sum of corrected areas: 23453884
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 16 Nov 2023 01:35
: MA/JU
: 05338-11

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
BPO18191.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

: SVOA CALIBRATION

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

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BP018191.D\data.ms

10.598
8.993 9704 10.234

0.793
3.6
164 §§§§054252 42082 esszéﬁﬂ\ 7.408 89382m5ﬂ&§819ﬁ&§53948;ﬂﬁgﬁggﬁkﬂ*

, 9 10/6510.951 g
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7.18805
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Time-->
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Abundance

1400000

1200000

1000000

800000

600000

400000

200000

9.00 9.50 10.00 10.50 11.00 11.50
TIC: BP018191.D\data.ms

19.598

17.345

15.463
13.887

14.163

17.245

14.463

13.2981;

12.975 ﬂgggs'

18.098

8.310 1@%@3&?

Time-->

o o

12 00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BP018191.D\data.ms

23.680
21.374

3.845

22.480
20.733
A

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\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 Heptanoic acid, 2-propyl-, ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.404 2.31 ng/ul 71134 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid, 2-propyl-, methy... 186 C11H2202 056247-53-1 64
2 Thiophane, propyl- 130 C7H14S 001551-34-4 53
3 Octan-3-yl 4-(2,4-dichlorophenox... 360 C18H26C1203 1000497-00-7 47
4 Butanoic acid, 3-(5,5-dimethylhe... 214 C12H2203 112463-32-8 38
5 3-Pentanol, 2,3,4-trimethyl- 130 C8H180 003054-92-0 38

Abundance Scan 1414 (11.404 min): BP018191.D\data.ms (-1406) (- m/z 87.10 100.00%
87.1

5000

-

11.50
207.2 2811
- M“L L4 | Hﬁ‘?r? e fo34l0 42914948 0 4110 30.72%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60830: Heptanoic acid, 2-propyl-, methyl ester

o

-

87.0
5000 RN
11.50
m/z 43.00 18.63%
0‘?3'3“‘\“‘\“\“\\‘\]-\‘F‘Z-\O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15591: Thiophane, propyl-
87.0
—
11.50
5000 m/z 71.15 16.99%

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

Abundance #269556: Octan-3-yl 4-(2,4-dichlorophenoxy)butanoate 7
87.0 11.50

m/z 130.15 16.94%

o

3

5000

B0l 20 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

=
[
N
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.298 4.92 ng/ul 196190  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
3 1H-Pyrazole, 4-[4-(3-chloropheno... 278 C15H19C1N20 1010302-33-9 59
4 Acetaminophen 151 C8HINO2 000103-90-2 53
5 Metacetamol 151 C8HO9NO2 000621-42-1 53

Abundance Scan 1736 (13.298 min): BP018191.D\data.ms (-1730) (- m/z 43.05 100.00%

43.0 1091
5000
e e
| " ’ 00 4553 13.00 13.50
o hlillhyu°P2 2533 3553 43304995 /5 109.16  84.53%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 — —r—
13.00 13.50
m/z 151.15 47.72%
e
0 \\“\\\fJ“\d\U\“\M[‘“\‘VH\A\L\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0

>

—— —
4.0 13.00 13.50
5000 m/z 41.05 34.77%

69.0
Ay 1]

m/z--> 6 56 100 1%0 260 2%0 360 3%0 460 4%0 560 5%0
Abundance #170663: 1H-Pyrazole, 4-[4-(3-chlorophenoxy)butyl]-3,5- S e
109.0 13.00 13.50
m/z 135.15 17.68%

o

B

5000

42.0

N

OM\WTW%Wthuﬁg\u\i?ﬁ?u\wu\w\u\wu\w\u‘\ e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 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 3 Cyclohexanamine, N-cyclohexyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.687 5.65 ng/ul 225243  Acenaphthene-di10 14.463
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 91
3 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 91
4 Cyclohexanamine, N-cyclohexyl- 181 C12H23N 000101-83-7 87
5 (Bicyclohexyl)-2-amine 181 C12H23N 006283-14-3 86

Abundance Scan 1802 (13.687 min): BP018191.D\data.ms (-1796) (- m/z 138.20 100.00%

138.2
5000
56.1

N ! . 1350 14.00
by by BOBL 295.1357.3415.3478.5 5474 /7 56.10  31.79%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55894: Cyclohexanamine, N-cyclohexyl-
138.0

5000 —— e
56.0 13.50 14.00

m/z 55.10 18.60%

\ xh. o | l
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55895: Cyclohexanamine, N-cyclohexyl-
138.0

T T
13.50 14.00

o

o

5000 m/z 41.05 17.66%
56.0
o"J‘,I-M',,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55897: Cyclohexanamine, N-cyclohexyl- T ——
138.0 13.50 14.00

m/z 181.30  14.70%

5000 56.0 M
0k \“‘ o ’

\ T
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\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.180 3.65 ng/ul 186683  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3',4"'-Acetoxylide 163 C10H13NO 002198-54-1 49
2 2-Acetamidotropone 163 C9HINO2 006422-12-4 49
3 4-Isopropoxybenzohydrazide, 2Ac ... 278 C14H18N204 1010486-70-3 47
4 5-(4-Methoxyphenyl)pentanoic acid 208 C12H1603 007508-04-5 43
5 3-(4-Methoxyphenyl)propanohydrazide 194 C1@H14N202 1000484-58-9 43

Abundance Scan 2226 (16.181 min): BP018191.D\data.ms (-2217) (| | m/z 121.15 100.00%
12

1.2
5000

.
41.0 16.00 16.50

220.
“Hmwﬁlhw«Nwekw‘9§3?%%‘??%44&9??15??3%9 m/z 107.10  49.05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38603: 3',4'-Acetoxylide
121.0
—

o

5000 O —
16.00 16.50
m/z 163.20  28.83%
43.0
O‘\\\JJ‘“!\\LIWL‘\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39032: 2-Acetamidotropone
121.0
= ey
16.00 16.50
5000 m/z 91.05 16.48%

o

43.0 l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170528: 4-

sopropoxybenzohydrazide, 2Ac derivative T
. 16.00 16.50

121.0
m/z 41.05 13.57%

5000
43.0
IR D e

O rrpde e b b e e —
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\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.275 8.30 ng/ul 424613  Phenanthrene-d10 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, m-tert-butyl- 150 C10H140 000585-34-2 78
4 2-tert-Butylphenol, O-(n-propylo... 236 C14H2003 1000487-37-9 78
5 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 72

Abundance Scan 2242 (16.275 min): BP018191.D\data.ms (-2236) (| | m/z 135.15 100.00%

135.2
5000

P
41.1 16.00 16.50

220. :
Ob bbb 220-3282.1343.3403.4461.3 5471 /5 167,05  20.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 =N —
16.00 16.50

m/z 136.20  11.24%

POl 2080
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0

Toepoer
16.00 16.50

o

5000 m/z 41.10 10.27%
41.0
0\*Huﬂmh“W**Wﬂ*w\*H*w**w**www**w**w**www**w MJNAAWWJLﬂJUMJWthﬂ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27479: Phenol, m-tert-butyl- —T T
135.0 16.00 16.50

m/z 121.10 6.78%

5000
41.0
0 L ‘\md L \‘ l

PP —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

SFAM-EPA-BP111023.MA.M Thu Nov 16 12:57:46 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP018191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 1-(Isocyanatomethyl)-4-prop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.333  13.40 ng/ul 685230  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Isocyanatomethyl)-4-propoxybe... 191 C11H13NO2 936095-07-7 50
2 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 43
3 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 38
4 1-(2,6-Dimethyl-4-propoxyphenyl)... 220 C14H2002 1000190-22-3 38
5 Benzene, 1-butyl-4-methoxy- 164 C11H160 018272-84-9 35
Abundance Scan 2252 (16.333 min): BP018191.D\data.ms (-2247) (- m/z 107.10 100.00%
107.1
5000
191.3 e
— ——
414 16.00 16.50
0k kh‘u’m | Wl ) 2671 3553 4624 849. ;149 26 93.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #65589: 1-(Isocyanatomethyl)-4-propoxybenzene
107.0
5000 (— —
16.00 16.50
101.0 m/z 121.10  64.39%
41.0
0 \J\mil'\ﬂ\'t\\'l‘lul\‘\ T T T T T T T[T T T[T T T[T T T[T T[T T[T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66104: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamin
43.0 149.0
B ——
16.00 16.50
5000 m/z 191.30 26.81%
0 JMW S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27767: 1-Isopropenyl-3-propenylcyclopentane = —
107.0 16.00 16.50
m/z 55.10 16.14%
41.0
5000
0}‘M}\J“‘ - e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

SFAM-EPA-BP111023.MA.M Thu Nov 16 12:57:47 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 4-(7-Methyloctyl)phenol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

16.398 8.94 ng/ul 457188  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 97
2 Hexestrol, O-(n-propyloxycarbonyl)- 356 C22H2804 1000487-65-1 64
3 Hexestrol, O-methoxycarbonyl- 328 C20H2404 1000487-66-3 64
4 meso-Hexestrol, 0,0'-bis(n-propy... 442 C26H3406 1000487-65-0 59
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 59

Abundance Scan 2263 (16.398 min): BP018191.D\data.ms (-2259) (- m/z 135.20 100.00%
135.2

—

5000
— -
411 \ 903 16.00 16.50
0 J‘ Ankbddly 907 2954 4012 4753 549, ;167 10 45.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 — —
16.00 16.50
m/z 121.10 36.05%
41.0
1] 220.0
O‘\\“\l\"‘\l\“\\“‘“\J\l\\‘l\\\\l‘\\l\\‘\\\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #266104: Hexestrol, O-(n-propyloxycarbonyl)-
135.0
e —
16.00 16.50
5000 ITI/Z 149.20 33.26%
41.0
Y P Y A2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234568: Hexestrol, O-methoxycarbonyl- — —
135.0 16.00 16.50
m/z 41.10 13.99%
O}SOWYZ.\J T 19302530 FZ&? SRABARARAY!
T R L B e R RERRA R AR P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

SFAM-EPA-BP111023.MA.M Thu Nov 16 12:57:48 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 Phenol, 2-(1,1-dimethylethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.439 4.25 ng/ul 217412  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1-dimethylethyl)-5-... 164 C11H160 000088-60-8 53
2 4-sec-Butylphenol, O-ethoxycarbo... 222 C13H1803 1000487-30-7 38
3 Phenol, 4-(1-methylpropyl)- 150 C1@H140 000099-71-8 38
4 2-tert-Butyl-6-methylphenol, n-p... 234 C16H260 1000395-18-9 35
5 Methyl (1s,3s,5R,7S)-3-methylada... 208 C13H2002 1010504-39-1 35

Abundance Scan 2270 (16.439 min): BP018191.D\data.ms (-2267) (- m/z 149.20 100.00%

149.2
5000

%5.1 16.50

“H¢ﬂhhwwwh"%P???ﬁ?%_?f%?@4ﬁ%9ﬁ]@ﬁ???ﬁ m/z 121.10  91.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39654: Phenol, 2-(1,1-dimethylethyl)-5-methyl-
149.0

5000 1

o

m/z 107.10  72.53%

91.0
\?%?lew““ A AN A AL AR SRS AR RAR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101412: 4-sec-Butylphenol, O-ethoxycarbonyl-
121.0

o

16.50
5000 m/z 150.15 15.48%
290 | 222.0
T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27505: Phenol, 4-(1-methylpropyl)- .
121.0 16.50

m/z 191.20 14.73%

5000
39.0 |
0 \Md‘hn L

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

SFAM-EPA-BP111023.MA.M Thu Nov 16 12:57:49 2023 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
BPO18191.D

: 16 Nov 2023 01:35
: MA/JU
: 05338-11

: 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 9 unknown-02 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.498 2.59 ng/ul 132498 Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenanthrenecarboxylic acid, 7... 318 C20H3003 056051-66-2 46
2 Acetamide, N-(2,4-dimethylphenyl)- 163 C10H13NO 002050-43-3 41
3 3',4'-Acetoxylide 163 C10H13NO 002198-54-1 38
4 2-Acetamidotropone 163 C9HONO2 006422-12-4 38
5 Acetamide, N-(2,5-dimethylphenyl)- 163 C10H13NO 002050-44-4 38

Abundance Scan 2280 (16.498 min): BP018191.D\data.ms (-2275) (- m/z 121.10 100.00%
1pL.1

=

5000
41.1 ——
1 \ L | 220.3282.1341.3399.3 475.1535.4 1650
O gl Ly PSS SRV S PR m/z 107.10  96.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #222492: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3
410 121.0
5000 7
16.50
m/z 163.15  42.50%
H ”‘ soro 3000
0 | ‘Ui\"\‘w“l‘“‘n\l\. ”L \
‘\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #38676: Acetamide, N-(2,4-dimethylphenyl)-
121.0
P
16.50
5000 ITI/Z 177.15 32.31%
43.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38603: 3',4'-Acetoxylide
121.0 16.50
m/z 41.10 20.38%
5000
43.0
O‘H\MwﬁLﬂ T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50

SFAM-EPA-BP111023.MA.M Thu Nov 16 12:57:50 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 10 Benzenesulfonamide, N-ethyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.545 3.01 ng/ul 154036  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 53
2 1-(Isocyanatomethyl)-4-(methylox... 163 C9HINO2 056651-60-6 46
3 4-Isopropoxybenzohydrazide, 2Ac ... 278 C14H18N204 1010486-70-3 43
4 Acetic acid, 2-(4-methylphenylsu... 243 C10H13N0O4S 002645-02-5 25
5 2-Propanone, 1-(4-methoxyphenyl)- 164 C10H1202 000122-84-9 22

Abundance Scan 2288 (16.545 min): BP018191.D\data.ms (-2285) (- m/z 121.10 100.00%
121.1

5000

=

84.2 T T

16.50
uh»gu‘w?§%?H?ﬁ5?‘ﬁ?%?f9ﬂ?§4%1 m/z 163.20  66.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-

63.1
ol ] ‘L‘ ‘ﬂ

o

!
"

91.0
155.0
5000 A :
16.50
‘ m/z 91.10 50.76%
29.
O‘\\‘\\lpi\fl\k"f\\‘f‘i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #39110: 1-(Isocyanatomethyl)-4-(methyloxy)benzene
121.0

=

1 \
16.50

5000 m/z 107.10  49.39%

63.

PR ARV A |
DI e

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170528: 4-Isopropoxybenzohydrazide, 2Ac derivative

2

1 \
16.50

121.0
m/z 155.10 32.08%
5000
43.0
236.0
) S S A B st G NN S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50

SFAM-EPA-BP111023.MA.M Thu Nov 16 12:57:51 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 11 unknown-@3 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.598 6.91 ng/ul 353559  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 46
2 Benzestrol 298 (C20H2602 000085-95-0 43
3 Ethanol, 2-(3,3-dimethylbicyclo[... 166 C11H180 002226-05-3 42
4 Acetamide, N-(3-methylphenyl)- 149 CSH11NO 000537-92-8 38
5 S5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 35
Abundance Scan 2297 (16.598 min): BP018191.D\data.ms (-2292) (| m/z 107.10 100.00%
107.1
177.2 T I
41.1 \ ‘ 16.50 17.00
ol dlbbiil)) ] 237420513574 46255191 . 149015 97.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27767: 1-Isopropenyl-3-propenylcyclopentane
107.0
41.0
5000 —— —
16.50 17.00
} m/z 121.10  59.98%
O }W‘H“MJM{
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197376: Benzestro
107.0
—— =
16.50 17.00
5000 m/z 135.15 20.58%
177.0
0 “'73"‘9*‘\\JH‘WMHwH_mwH_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41480: Ethanol, 2-(3,3-dimethylbicyclo[2.2.1]hept-2-ylide
107.0 16.50 17.00
m/z 177.20  19.90%
41.0
5000
166.0
: \MWl.mn‘w L Ul
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

SFAM-EPA-BP111023.MA.M Thu Nov 16 12:57:53 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 12 Phenol, 4-(1,1-dimethylprop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.669 7.78 ng/ul 397607 Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 83
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 83
3 4-tert-Butylphenol, O-(n-propylo... 236 C14H2003 1000487-25-4 78
4 4-(1,1-Dimethylheptyl)phenol 220 C15H240 1000384-80-3 78
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 72

Abundance Scan 2309 (16.669 min): BP018191.D\data.ms (-2304) (- m/z 135.20 100.00%

136.2
5000

41.1 ‘ 16.50 17.00
[ 220.3281.1 357.2 429.3487.7 549.. m/z 107.10 21.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0

5000 RN
16.50 17.00
m/z 136.15 10.58%

41.0
‘\\\u’”‘\d\“\\H‘“\uf\\“\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39629: Phenol, 4-(1,1-dimethylpropyl)-
135.0

=
16.50 17.00
5000 m/z 41.10 9.84%

41.0
‘\mdﬂﬂﬁ“w\ﬂju\_\H‘H\w\u\_\u‘u\w\u\_u\_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #118427: 4-tert-Butylphenol, O-(n-propyloxycarbonyl)- ——
135.0 16.50 17.00

m/z 91.10 7.29%

43.0
. ., 236.0

O v bperpbd o e S e e e — o
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 13 Silane, chlorotripropyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.710 2.10 ng/ul 107355  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorotripropyl- 192 C9H21C1Si 000995-25-5 59
2 Phthalic acid, propyl 2,2,2-trif... 366 C19H17F304 1000377-70-0 50
3 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 43
4 Phthalic acid, butyl 2,7-dimethy... 356 C22H2804 1010315-49-0 43
5 1,2-propanedione,1-(3,4-methylen... 192 C10H804 1000378-93-0 43

Abundance Scan 2316 (16.710 min): BP018191.D\data.ms (-2314) (- m/z 149.20 100.00%
149.2

=

5000
77.0 " —
591 2 16.50 17.00
O ik Lk 77 283.2342.2401.3463.2 5363 1/, 197 10 69.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67442: Silane, chlorotripropyl-
149.0
79.0
5000 — =
16.50 17.00
m/z 121.10 51.62%
i
O‘\\pm“\Lw"u‘"‘iu‘\‘\ \\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #274950: Phthalic acid, propyl 2,2,2-trifluoro-1-phenyleth

N

o

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

Abundance #99261: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)- —= =
149.0 16.50 17.00

m/z 77.05 17.94%

149.0
L — [ —
16.50 17.00
5000 m/z 191.25 27.32%
76.0
18.0 lmijﬂ. 09.0  306.0366.0
Ak

5000

41.0

220.0

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

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 14 unknown-04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.745 3.75 ng/ul 191949  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 45
2 Phthalic acid, 2-acethylphenyl p... 354 C21H2205 1000315-81-6 43
3 1H-Benzotriazole, 5-methoxy- 149 C7H7N30 027799-91-3 38
4 Benzene, 1-(1,1-dimethylethyl)-4... 164 C11H160 005396-38-3 38
5 3-Chloromethyl-2,4,6-trimethylph... 184 C10H13ClO 099187-90-3 38
Abundance Scan 2322 (16.745 min): BP018191.D\data.ms (-2319) (- | m/z 149.20 100.00%
149.2
- M
—r —
55.0 | 2203 16.50 17.00
ol dlybblddl 2203 8251 4202 214 . 167 16 71.53%
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
5000 —r ——
16.50 17.00
410 m/z 135.20 62.23%
0\\\\“J1\\“\\J‘“1\\\\l\\\\\2‘?\0\.\0‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #263668: Phthalic acid, 2-acethylphenyl pentyl ester
149.0
4 —
16.50 17.00
5000 m/z 121.10 13.67%
43'0 219.0
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27196: 1H-Benzotriazole, 5-methoxy- T =
149.0 16.50 17.00
m/z 55.05 12.78%
5000
79.0
m/z--> 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\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 15 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.098 2.82 ng/ul 144447  Phenanthrene-die 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2552 (18.098 min): BP018191.D\data.ms (-2547) (- m/z 73.05 100.00%

73.0
5000
213.3

7
18.00 18.50

“u,m..n Hul‘ ?811 356.1415.1475.3533.2

0\”‘“\ wmw_m b £25= 39020 1970.2583.2  n/z 60.05  80.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR T

18.00 18.50
m/z 43.10 80.10%

“H 213.0
O‘\\\“‘ \\‘;l\“}\l\1!!\]\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43,
0 256.0

1&00 1&50
5000 m/z 41.05 67.42%
129.0
O‘H‘\“‘\ MI’JM\H?“’\‘ MJLWA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid —r— —
73.0 18.00 18.50

m/z 55.10 62.84%

256.0
5000
57.0
MNMM\\‘\\

ol AL L e S
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\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 16 Octyl cis-vaccenate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.227 2.16 ng/ul 110377  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octyl cis-vaccenate 394 C26H5002 180252-12-4 80
2 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 58
3 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 53
4 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 49

5 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 42

Abundance Scan 2744 (19.227 min): BP018191.D\data.ms (-2741) (- m/z 55.10 100.00%

55.1
5000

— —
»F41 193.1 264.4 19.00 19.50
‘lhwMMNMMMJ_WNpﬂu‘_gfae‘ﬁ%??_‘u??%5_ m/z 69.10  73.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298390: Octyl cis-vaccenate
69.0
264.0

o

5000 e —
19.00 19.50
180.0 m/z 41.10 71.34%
O ‘ T \“\ ‘\"‘ \‘ \h\ hHlH“ Q"\JI\ 1\“\‘”‘ h\‘ \ﬂ\h\‘i‘ \H\ \\\3\2\3\ \CJ‘ \\S\Q\ﬁ \()\ TT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104597: 7-Hexadecene, (Z)-
55.0
—— —
19.00 19.50
5000 ITI/Z 83.05 60.92%
Al n% bo 220
eSS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175497: Acetic acid, trifluoro-, dodecyl ester —— —
69.0 19.00 19.50
m/z 43.10 48.57%
- wwwkwdthlAﬂﬂk“AWWLﬂ“
100 23
O e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP@18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc

ALS vial : 18 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 17 13-Docosenamide, (Z)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.480 2.02 ng/ul 121311  Chrysene-di12 21.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 87
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 83
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 64
4 Cyclohexanecarboxamide, N,N-dipr... 211 C13H25NO 1000437-59-3 38
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 35

Abundance Scan 3297 (22.480 min): BP018191.D\data.ms (-3294) (- m/z 59.05 100.00%

59.0
5000
126.1 22:50
208.2267.1 | :
ow“l, ‘Hm‘“wﬁmﬂww“mw\m 34124033 4754 549\, 72,10 77.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000

22.50
m/z 55.05 58.92%

126.0
337.0
MMMhu‘ 240.0 \

O‘\\\\’ f%\[W‘VJ‘WT‘[\\1\‘\f\f‘\\\f‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245083: 13-Docosenamide, (2)-
59.0
e
22.50
5000 m/z 41.05 47 .05%
‘ ) 337.0
o im0 2ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174777: 9-Octadecenamide, (2)- ——
59.0 22.50
m/z 43.10 37.81%
5000
‘ 126.0
281.0
o_m’, ‘HM}!“M_1‘8“17‘0”m_mmeWWWWW e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111523\
Data File : BP©18191.D

Acqg On : 16 Nov 2023 01:35
Operator : MA/JU

Sample : 05338-11

Misc :

ALS Vvial : 18 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|
Heptanoic acid,... 11.404 2.3 ng/ul 71134 2 10.599 616726 20.0
2,4,7,9-Tetrame... 13.298 4.9 ng/ul 196190 3 14.463 797747 20.0
Cyclohexanamine... 13.687 5.7 ng/ul 225243 3 14.463 797747 20.0
unknown-01 16.180 3.6 ng/ul 186683 4 17.245 1022680 20.0
Phenol, 4-(1,1,... 16.275 8.3 ng/ul 424613 4 17.245 1022680 20.0
1-(Isocyanatome... 16.333 13.4 ng/ul 685230 4 17.245 1022680 20.0
4-(7-Methylocty... 16.398 8.9 ng/ul 457188 4 17.245 1022680 20.0
Phenol, 2-(1,1-... 16.439 4.3 ng/ul 217412 4 17.245 1022680 20.0
unknown-02 16.498 2.6 ng/ul 132498 4 17.245 1022680 20.0
Benzenesulfonam... 16.545 3.0 ng/ul 154036 4 17.245 1022680 20.0
unknown-03 16.598 6.9 ng/ul 353559 4 17.245 1022680 20.0
Phenol, 4-(1,1-... 16.669 7.8 ng/ul 397607 4 17.245 1022680 20.0
Silane, chlorot... 16.710 2.1 ng/ul 107355 4 17.245 1022680 20.0
unknown-04 16.745 3.8 ng/ul 191949 4 17.245 1022680 20.0
n-Hexadecanoic ... 18.098 2.8 ng/ul 144447 4 17.245 1022680 20.0
Octyl cis-vacce... 19.227 2.2 ng/ul 110377 4 17.245 1022680 20.0
13-Docosenamide... 22.480 2.0 ng/ul 121311 5 21.374 1200010 20.0
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