LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc :

ALS Vvial : 33 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-BP062322.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10814.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.481 63 67 76 rBv4 159824 274117 ©.98% 0.107%
2 3.617 86 90 98 rBv 729353 980662 3.49% 0.381%
3 4.305 199 207 214 rBV3 128531 274261 0.98% 0.107%
4 6.005 485 496 502 rvW 317954 533493 1.90% 0.207%
5 6.087 502 510 516 rVvB2 196150 303973 1.08% 0.118%
6 6.687 607 612 618 rBvV2 159363 312081 1.11% 0.121%
7 6.758 618 624 639 rVv4 255995 805279 2.87% 0.313%
8 6.899 639 648 660 rVWV 895932 1721044 6.13% 0.669%
9 7.063 671 676 683 rVB 2040288 3007870 10.72% 1.169%
106 7.134 683 688 699 rBV6 116771 359564 1.28%  0.140%
11 7.258 700 709 716 rVB 2105911 3471892 12.37% 1.350%
12 7.387 726 731 736 rBV 242894 339075 1.21% 0.132%
13 7.469 736 745 753 rVB5 122731 229541 0.82% 0.089%
14 7.722 780 788 794 rBV 1467253 2293916 8.17% 0.892%
15 7.822 802 805 808 rVW 129397 198830 0.71% 0.977%
16 7.881 808 815 822 rVB4 546809 1077608 3.84% 0.419%
17 7.958 822 828 838 rBV3 356569 758896 2.70%  0.295%
18 8.199 859 869 874 rBv8 74938 214550 ©0.76% 0.083%
19 8.440 902 910 919 rVV 2184206 3801303 13.54% 1.478%
20 8.646 937 945 947 rBv4 319516 654211 2.33% 0.254%
21 8.781 961 968 972 rBv4 232984 482816 1.72% ©.188%
22 8.881 979 985 996 rBV2 2180783 4570721 16.28% 1.777%
23 8.975 996 1001 1009 rVB4 203281 425834 1.52% 0.166%
24 9.187 1029 1037 1041 rBV 487640 875918 3.12% 0.341%
25 9.234 1041 1045 1052 rVV2 479687 930061 3.31% 0.362%
26 9.293 1052 1055 1061 rVB2 353001 529477 1.89% 0.206%
27 9.381 1061 1070 1075 rBV 600580 1316234 4.69% 0.512%
28 9.440 1075 1080 1090 rVB2 1051859 2133720 7.60% 0.829%
29 9.534 1091 1096 1102 rBV6 239178 524551 1.87% 0.204%
30 9.599 1102 1107 1114 rBV 1535507 2593063 9.24% 1.008%
31 9.740 1123 1131 1135 rBV 2366737 4375988 15.59% 1.701%
32 9.793 1135 1140 1146 rVV 6984926 11565142 41.20% 4.496%
33 9.934 1160 1164 1168 rVB3 219764 319409 1.14% 0.124%
34 10.069 1179 1187 1193 rBV3 1211300 2674862 9.53% 1.040%
35 10.146 1194 1200 1209 rVB 2516847 4508893 16.06% 1.753%

36 10.387 1218 1241 1247 rBV3 2110836 8796881 31.34% 3.420%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc :

ALS Vvial : 33 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-BP062322.M
Title : SVOA CALIBRATION
37 10.457 1247 1253 1258 rVV 1077771 2356950 8.40% 0.916%
38 10.516 1258 1263 1269 rVV 2244833 4518159 16.10% 1.756%
39 10.581 1269 1274 1280 rVV 1567726 2665925 9.50% 1.036%
40 10.652 1281 1286 1291 rVV8 379880 868226 3.09% 0.338%
41 10.740 1292 1301 1305 rVV 1397429 3274293 11.66% 1.273%
42 10.781 1305 1308 1312 rVvV 283493 423034 1.51% 0.164%
43 10.863 1312 1322 1331 rVV4 461325 1696479 6.04% 0.659%
44 11.010 1339 1347 1353 rBv4 650817 1420298 5.06% ©.552%
45 11.116 1361 1365 1367 rBV3 160822 247382 ©0.88% 0.096%
46 11.175 1372 1375 1379 rVV4 489896 798834 2.85% 0.311%
47 11.246 1379 1387 1394 rVB 1338302 3297735 11.75% 1.282%
48 11.328 1394 1401 1412 rBV7 753250 2694258 9.60% 1.047%
49 11.463 1412 1424 1430 rVB5 2121290 6350546 22.62% 2.469%
50 11.528 1431 1435 1438 rVB3 332130 425887 1.52% 0.166%
51 11.575 1438 1443 1449 rBV5 325306 590629 2.10% 0.230%
52 11.710 1461 1466 1468 rBv4 361877 609032 2.17% 0.237%
53 11.887 1491 1496 1501 rVB 1843210 2686140 9.57% 1.044%
54 11.987 1508 1513 1520 rVB 2757292 4213846 15.01% 1.638%
55 12.110 1529 1534 1538 rBV 1055315 1620783 5.77% 0.630%
56 12.410 1581 1585 1589 rBV3 480560 741804 2.64%  0.288%
57 12.451 1589 1592 1599 rVB2 650854 972878 3.47% 0.378%
58 12.528 1601 1605 1612 rVB5 380575 759785  2.71%  0.295%
59 12.604 1614 1618 1619 rBvV2 201801 284893 1.01% 0.111%
60 12.640 1619 1624 1635 rVB3 1369557 2555256 9.10% 0.993%
61 12.840 1655 1658 1667 rVB5 464723 1093292 3.89% 0.425%
62 12.928 1668 1673 1681 rVB3 1216245 2275962 8.11% 0.885%
63 12.998 1681 1685 1688 rVB 408796 521918 1.86% 0.203%
64 13.045 1689 1693 1697 rBV6 249553 530066 1.89% 0.206%
65 13.110 1700 1704 1708 rVB3 615156 897293  3.20% 0.349%
66 13.234 1721 1725 1726 rBV 516416 657168 2.34% 0.255%
67 13.263 1726 1730 1735 rVB 1944615 2856922 10.18% 1.111%
68 13.345 1740 1744 1752 rVB5 602487 1126980 4.01% 0.438%
69 13.428 1753 1758 1767 rBV5 639722 1567564 5.58% 0.609%
70 13.645 1784 1795 1803 rBV9 1128082 4143112 14.76% 1.611%
71 13.716 1804 1807 1812 rVBS5 447380 703317 2.51% 0.273%
72 13.798 1817 1821 1826 rVV 3685018 5283271 18.82% 2.054%
73 13.851 1826 1830 1836 rVB4 436218 833756  2.97% 0.324%
74 13.934 1841 1844 1846 rBV4 262554 385205 1.37% 0.150%
75 14.069 1860 1867 1872 rVB 4439677 7251338 25.83% 2.819%
76 14.245 1893 1897 1903 rVB 831014 1232179 4.39% 0.479%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc :

ALS Vvial : 33 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-BP062322.M
Title : SVOA CALIBRATION

77 14.316 1904 1909 1915 rVV 2604870 3654844 13.02% 1.421%
78 14.375 1915 1919 1933 rVB 2330661 4059839 14.46% 1.578%
79 14.616 1957 1960 1966 rVB5 576329 896785 3.19% 0.349%
80 14.992 2020 2024 2031 rVB4 889669 1445082 5.15% 0.562%
81 15.057 2032 2035 2044 rVB6 437302 900702 3.21% 0.350%
82 15.145 2047 2050 2054 rBV 631899 876603 3.12% 0.341%
83 15.375 2085 2089 2095 rVB 5767941 8206594 29.24%  3.190%
84 15.492 2106 2109 2116 rVB 1182039 1580013 5.63% 0.614%
85 15.651 2132 2136 2146 rVB 1640255 2851599 10.16% 1.109%
86 16.104 2209 2213 2219 rVB3 888387 1624429 5.79% 0.631%
87 16.292 2241 2245 2249 rBV 1124978 1554457 5.54% 0.604%
88 16.681 2308 2311 2317 rVB 1007422 1515565 5.40% 0.589%
89 16.822 2332 2335 2342 rVB4 1177181 1992787 7.10% 0.775%
90 17.139 2385 2389 2395 rBV 2592977 4230681 15.07% 1.645%
91 17.245 2402 2407 2417 rBV2 5553012 8903173 31.72% 3.461%
92 18.075 2544 2548 2552 rVB2 2451581 3412937 12.16% 1.327%
93 18.286 2581 2584 2588 rBV 1561177 1949696 6.95% 0.758%
94 18.416 2602 2606 2614 rBV2 1629892 2588601 9.22% 1.006%

95 18.657 2641 2647 2651 rBV 20424234 28070116 100.00% 10.912%

96 19.492 2785 2789 2793 rBV 6605351 8774047 31.26%  3.411%
97 20.410 2943 2945 2951 rVB 2002362 2071355 7.38% ©0.805%
98 21.257 3086 3089 3100 rVB2 3458957 5110401 18.21% 1.987%
99 23.486 3462 3468 3480 rVB2 5291641 10546843 37.57% 4.100%
100 23.639 3489 3494 3501 rVB2 2387193 4753407 16.93% 1.848%

Sum of corrected areas: 257238687
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 Jun 2022 02:52
: CG/IU
. N3374-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
BP010814.D

: 33  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

1le+07

Abundance TIC: BP010814.D\data.ms
2e+07
1.5e+07
1le+07
9.793
5000000
7.083258 7722 8.440 8.881
. 34887 4305 60087  omdhE 1513880179846 100 | 864880 8 <
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BP010814.D\data.ms
18.657
2e+07
1.5e+07

19.492

5000000L
O A A e B e A B N I e L A o e o B L B S oA e
Time--> 12.00 1250 13.00 13.50 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: BP010814.D\data.ms
2e+07
1.5e+07
21.257
1e+07
23.486
5000000 3.639
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
7.881 9.40 ng/ul 1077610 1,4-Dichlorobenzene-d4 7.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octene, 2-methyl- 126 CSH18 004588-18-5 43
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 40
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 40
4 2(3H)-Furanone, dihydro-3,3-dime... 114 C6H1002 003709-08-8 38
5 1-Octene, 2-methyl- 126 CSH18 004588-18-5 37
Abundance Scan 815 (7.881 min): BP010814.D\data.ms (-808) (-) m/z 56.05 100.00%
56.0
- Mmj\/w
 RARERmsEEE e
‘ 119.0 7.60 7.80 8.00 8.20
obrdbduly L, 206.9264.93252 3969 467.4 5461 ./, 43 05  82.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13192: 1-Octene, 2-methyl-
56.0
5000 L L B L BN LR
7.60 7.80 8.00 8.20
m/z 55.00 58.53%
| 00
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0
A AR maaa
7.60 7.80 8.00 8.20
5000 m/z 73.05 57.79%
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4484 Pentane, 2,3-dimethyl- e RRRREEE SR e
56.0 7.60 7.80 8.00 8.20
m/z 41.05 43.57%
B MA/\/\/W
ol“‘ .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52

Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 19 unknown-01 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
9.440 9.45 ng/ul 2133720  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropanecarboxamide, N-tetra... 169 C9H15NO2 1000307-18-4 35
2 Diaziridinone, bis(1,1-dimethylp... 198 C11H22N20 019656-75-8 35

3 3-t-Pentylcyclopentanone 154 C10H180 1000114-66-3 27
4 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 27
5 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 27
Abundance Scan 1080 (9.440 min): BP010814.D\data.ms (-1075) (-) m/z 43.00 100.00%
43.0
109.1
5000
R ARSEREEE TR
{ H \ 9.20 9.40 9.60 9.80
ol gl | 1929 2690 3569 44185050 1/, 71.00 73.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44888: Cyclopropanecarboxamide, N-tetrahydrofurfuryl-
71.0
5000 UL L L I LN L
9.20 9.40 9.60 9.80
m/z 109.05 55.17%
O\”\l‘\“"\ \J\‘\\\\\]‘_G\\g\.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
71.0
9.20 9.40 9.60 9.80
5000 m/z 142.00 42.11%
128.0
0 198.0
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31037: 3-t-Pentylcyclopentanone R AREEEER e
71.0 9.20 9.40 9.60 9.80
m/z 41.05 39.46%
5000
154.0
0‘uthMH‘Muw“W‘H“H‘w“u‘u“_‘u“u‘_‘u“ N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 21 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.740  19.37 ng/ul 4375990 Naphthalene-d8 10.516

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, eth... 140 C8H1202 016523-06-1 38
2 2-Thiopheneacetic acid, 2-ethylc... 252 C14H2002S 1000278-96-1 38
3 4-Hepten-3-one, 4-methyl- 126 C8H140 022319-31-9 35
4 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 35
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 27

Abundance Scan 1131 (9.740 min): BP010814.D\data.ms (-1123) (-)| | m/z 43.00 100.00%

43.0
5000

156.1 S ——
\ 9.50 10.00
Ll

o*mlwﬂ254334Q840184755534D m/z 69.05 75.81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21297: Cyclopentanecarboxylic acid, ethenyl ester
69.0

5000 . &

m/z 97.00 60.51%

\MJ ‘1400
‘\\\\‘\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0

o

9.50 10.00
5000 m/z 41.10 50.26%
0 142.0 252.0
AR AR R R R R AR R R A RRRRRRRERRRRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13027: 4-Hepten-3-one, 4-methyl- —F= ——
41.0 9.50 10.00

m/z 95.05 46.75%

5000
126.0
ol |

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 22 Bicyclo[3.1.1]heptan-2-one,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.793 51.19 ng/ul 11565100 Naphthalene-d8 10.516

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 97
2 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 93
3 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 80
4 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 024903-95-5 78
5 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 72

Abundance Scan 1140 (9.793 min): BP010814.D\data.ms (-1135) (-) m/z 83.00 100.00%
83.0

5000

a

s
| } } } | 9.50 10.00

il 1519 221.22818 356.8416.5474.85335 ./, 55.66  60.76%

miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #20298: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
83.0

o

%

5000
9.50 10.00
} } m/z 81.05 39.71%
O‘\\\\’I‘\‘\\l“\u}“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
= —
9.50 10.00
5000 m/z 95.00 37.94%
0 15.0
L N B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19493: 1,6-Octadiene, 5,7-dimethyl-, (R)- == ——
55.0 9.50 10.00

m/z 41.10 32.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\

Library Search Compound Report

Data File : BP@10814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 23 Bicyclo[2.2.1]heptan-2-01, Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.069 11.84 ng/ul 2674860 Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[2.2.1]heptan-2-0l1, 2,3,3... 154 C1@H180 000465-31-6 53
2 Bicyclo[2.2.1]heptan-2-0l1, 2,3,3... 154 C1@H180 000465-31-6 43

3 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 38
4 Cyclopentanol, 1,2-dimethyl-3-(1... 154 C10H180 004028-59-5 37
5 Prenol 86 C5H100 000556-82-1 35

Abundance Scan 1187 (10.069 min): BP010814.D\data.ms (-1179) (- m/z 71.00 100.00%

71.0 ' '
5000
T I
| 13T° 10.00
Obr il ilI[ 2090 28263418 43124961 ./, 43.00 96.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #31201: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethyl-

?

71.0
5000 — :
10.00
m/z 69.00 60.63%
Nl
O‘\\”\‘\“JI‘\““\‘\l““\l\‘\‘l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
RN
10.00
5000 m/z 41.05 55.97%
111.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2036: 1-Propene, 3-methoxy-2-methyl- ——
71.0 10.00
m/z 57.10 43.88%
B ]\mﬂﬂjh\Jj\f\,ﬂJ\Auk
ol S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 24 unknown-@3 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.387 38.94 ng/ul 8796880  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzofuranone, hexahydro-7... 154 C9H1402 039163-24-1 38
2 cis,trans-4-methyl-3-oxabicyclo[... 154 C1@H180 1000216-89-8 27
3 2-Furanmethanol, 5-ethenyltetrah... 156 C9H1602 104188-13-8 27
4 5,5-Dimethyl-1-vinylbicyclo[2.1.... 136 C10H16 016626-39-4 25
5 3-Acetyl-2,5-dimethylthiophene 154 C8H1e0S 002530-10-1 22
Abundance Scan 1241 (10.387 min): BP010814.D\data.ms (-1218) (- | m/z 111.00 100.00%
111.0
5000
41.1
T =5
i “ | e 0300
ol kil 11791 250.9312.7372.74312 BOL6 1/, 93.00  87.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32202: 2(3H)-Benzofuranone, hexahydro-7a-methyl-
111.0
43.0
5000 = A
10.00 10.50
“ m/z 139.00 74.77%
()h‘lhlnl\”ll“llll
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
41.0 139.0
- ==
10.00 10.50
5000 m/z 95.05 43.62%
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33952: 2-Furanmethanol, 5-ethenyltetrahydro-.alpha.,5- = ——
111.0 10.00 10.50
m/z 67.00 40.67%
5000
43. ’
ohll'ml e — - S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 25 Phenol, 2-(1-methylethyl)- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.457 10.43 ng/ul 2356950  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
3 p-Cumenol 136 C9H120 000099-89-8 86
4 p-Cumenol 136 C9H120 000099-89-8 83
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 81
Abundance Scan 1253 (10.457 min): BP010814.D\data.ms (-1247) (- | m/z 121.00 100.00%
121.0
=4
39'0H 10.50
Ol bbb | 179.0 2669 36854354 5131 n/z 136.05  31.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18892: Phenol, 2-(1-methylethyl)-
121.0
5000 U
10.50
m/z 103.00 23.10%
390 ‘
0‘\\‘\#“‘\“\‘\\““\ \‘\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
121.0
=
10.50
5000 m/z 77.00 19.80%
39.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18801: p-Cumenol —
121.0 10.50
m/z 91.00 18.81%
5000
39.0 \‘
Y T ——— Mt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50

SFAM-EPA-BP062322.M Tue Jun 28 14:22:58 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 26 unknown-04 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.581 11.80 ng/ul 2665930  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-1-prop-1-ynyl-cyclohexanol 152 C10H160 1000362-94-7 43
2 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 35
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 35
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 35
5 Bicyclo[2.2.1]heptane, 2-butyl- 152 C11H20 061177-16-0 30

Abundance Scan 1274 (10.581 min): BP010814.D\data.ms (-1269) (- m/z 83.00 100.00%
83.0

=

5000
T \
\ | 1#2 L 10.50
o il 4,P0 7 221.1283.1341.3400.9 4814539.C ./, 55 g9 68.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29236: 4-Methyl-1-prop-1-ynyl-cyclohexanol
95.0
5000 — :
10.50
m/z 95.00 55.74%
O‘%J\_‘Lp‘dl\‘hh\‘l\“\\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
95.0
T \
10.50
5000 ITI/Z 109.10 35.32%
27.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6748: 5,5-Dimethyl-1,3-hexadiene —— ‘
95.0 10.50
m/z 67.00 30.96%
il VJUL/VM
OLJ| —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.740  14.49 ng/ul 3274290 Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1.alpha.,2.beta.,3.alpha.,4.beta... 126 C9H18 002532-67-4 25
2 2,6-Dimethyl-2-trans-6-octadiene 138 C10H18 002609-23-6 22
3 Cyclohexanone, 2-(dimethylamino)- 141 C8H15NO 006970-60-1 22
4 3-Methyl-1-dodecyn-3-ol 196 C13H240 024424-78-0 22
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 22

Abundance Scan 1301 (10.740 min): BP010814.D\data.ms (-1292) (- m/z 84.10 100.00%

84.1
5000

‘ ’ ‘ H 156.1 10.50 11.00
BRI 221.0282.03409  421.7479.95398 1/, g9 05 81.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13296: 1.alpha.,2.beta.,3.alpha.,4.beta.-Tetramethylcycl
69.0

5000 — N
10.50 11.00

m/z 41.10  48.54%

\‘1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0

10.50 11.00

o

o

5000 m/z 55.00 36.23%
138.0
(SR I s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21965: Cyclohexanone, 2-(dimethylamino)- — —
84.0 10.50 11.00

m/z 96.10  29.24%

h /A/\w/u\ﬂ/\ﬂJd\NﬂwwV
“l A‘ 142.0

Y e R e —r—
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 30 (DEL) Alkane: Cyclic11.175 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
11.175 3.54 ng/ul 798834  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 47
2 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 38
3 2-Methyl-1-nonene 140 C10H20 002980-71-4 35
4 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 35
5 Cyclopentanone, 2,3-dimethyl- 112 C7H120 1000151-06-7 35

Abundance Scan 1375 (11.175 min): BP010814.D\data.ms (-1372) (- m/z 56.10 100.00%

56.1
5000

115.1
|

—
[ es 2008 ‘ 11.00 11.50
MR, 1768 280.3343.9400.7 490.3548. |/ 41,10 53.25%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7605: Cyclobutane, 1,2-diethyl-
56.0

5000

o

T
11.00 11.50
m/z 83.05 48.01%

“\lLl&O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0

=
11.00 11.50

o

5000 m/z 55.05 45.,28%
126.0
O e 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 #20666: 2-Methyl-1-nonene T —
56.0 11.00 11.50

m/z 70.05 36.68%

5000 WM
H‘ ‘ 140.0

ok e -

T \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 31 unknown-@5 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.246  14.60 ng/ul 3297746  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Pyridinethione, 1,4,6-trim... 153 C8H11NS 019006-70-3 35
2 2,4(1H,3H)-Pyrimidinedione, 6-me... 246 C13H14N203 1000320-11-8 27
3 2-Cyclopenten-1-one, 3-methyl-2-... 168 C9H160Si 099698-53-0 22
4 1-Methyl-4-ethylaminocytosine 153 C7H11N30 092876-77-2 22
5 Phenol, 2-propyl- 136 CS9H120 000644-35-9 22

Abundance Scan 1387 (11.246 min): BP010814.D\data.ms (-1379) (- m/z 107.10 100.00%

1or.1
5000

=
W'HH ‘ b 11.00 11.50
AL 265.0 340.7 428.6485.2544.6 .. 153 g5 81.679

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #30779: 2(1H)-Pyridinethione, 1,4,6-trimethyl-
153.0

5000 1
11.00 11.50
m/z 93.10 64.27%
|

39.0
\\‘\”‘m\\h\\u“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \/\A/‘/va\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
153.0

e
11.00 11.50
5000 m/z 91.00  37.09%

42,0
246.0
o e
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #44297: 2-Cyclopenten-1-one, 3-methyl-2-(trimethylsilyl)- T
153.0 11.00 11.50

m/z 108.10  33.11%

5000
75.0
Ll n‘hJ. L

R B R R R R e R ERRRERRRNS i

T \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 32 unknown-06 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.328 11.93 ng/ul 2694260 Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 2-butyl- 152 C11H20 061177-16-0 25
2 Furan, tetrahydro-2,4-dimethyl-,... 100 C6H120 039168-01-9 15
3 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 1000150-99-3 15
4 1,3-Hexadiene, 2,5-dimethyl- 110 C8H14 029253-64-3 15
5 trans-Crotonamide 85 C4H7NO 000625-37-6 11
Abundance Scan 1401 (11.328 min): BP010814.D\data.ms (-1394) (- m/z 95.10 100.00%
95.1
5000
153.1
— ——
38 11.00 11.50
0l bLil 2262 3409 4146 4976 ./, 41.16 91.58%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29504: Bicyclo[2.2.1]heptane, 2-butyl-
95.0
5000 — ——
11.00 11.50
m/z 85.05 87.68%
28,H ’ 152.0
O\\‘I\\M“\”\“\l\“\\\1\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
85.0
— ——
11.00 11.50
5000 m/z 56.05 68.06%
27.0
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6808: Cyclopentane, 1,2-dimethyl-3-methylene-, trans- — —
95.0 11.00 11.50
m/z 69.00 67.61%
h | /L/\l/\/\/b\\
OJ'M'“\ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 33 unknown-07 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.463  28.11 ng/ul 6350550  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-2-Octenyl tiglate 210 C13H2202 084271-97-6 38
2 Undecenyl tiglate, 2E- 252 C16H2802 1000383-56-5 38
3 Oxalic acid, cyclohexyl hexyl ester 256 C14H2404 1000309-30-8 35
4 1H-1,2,4-Triazole, 3-(2-methylpr... 125 C6H11N3 040515-29-5 35
5 Oxalic acid, cyclohexyl undecyl ... 326 C19H3404 1000309-31-3 35
Abundance Scan 1424 (11.463 min): BP010814.D\data.ms (-1412) (| m/z 83.10 100.00%
3.1
—
I s
oy \'M i ‘u 5 ‘2_2‘1‘ 12810 355.0 4292 5123 =~ m/z 87.e0 51.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87325: E-2-Octenyl tiglate
83.0
5000 1
11.50
‘ m/z 69.10 43.82%
O \\\”‘“\‘\I”\“\“H\‘\\\\J-‘G\F\’\O\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
——
11.50
5000 m/z 41.10 38.96%
0 154.0 252.0
T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142972: Oxalic acid, cyclohexyl hexyl ester ——
83.0 11.50
m/z 95.10 28.00%
- U\JM
0 H“', —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 36 Phenol, p-tert-butyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.887 11.89 ng/ul 2686140  Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 97
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 96
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 94
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 93
5 Phenol, 2-(1,1-dimethylethyl)- 156 C1eH140 000088-18-6 74
Abundance Scan 1496 (11.887 min): BP010814.D\data.ms (-1491) (- m/z 135.05 100.00%
135.1
5000 /L
- —
77.0 ‘ 11.50 12.00
ol dpbbllly 111939 28303427 450.95091 1/, 1p7.00  39.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 A ——
11.50 12.00
m/z 150.05 17.70%
77.
0]‘-\5\.\0‘\‘“\“\“\\?“\‘\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
135.0
- =
11.50 12.00
5000 m/z 95.00 10.73%
41.0
O e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27479: Phenol, m-tert-butyl- — T
135.0 11.50 12.00
m/z 136.05 9.93%
5000
41.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 37 Cyclohexanone, 3,3,5-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.987 18.65 ng/ul 4213850 Naphthalene-d8 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 80
2 Cyclobutanecarboxylic acid, 2-oc... 212 C13H2402 1010282-60-9 47
3 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 40
4 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 38
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 38
Abundance Scan 1513 (11.987 min): BP010814.D\data.ms (-1508) (- m/z 83.00 100.00%
83.0
5000 iv
‘ \ 168.1 12.00
0 _m_JH‘Ml‘“‘H,2‘2‘9“3?37‘3‘3‘4‘?2“‘“9‘7““‘4‘9???‘2‘7?_ m/z 56.05 41.36%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 R
12.00
m/z 42.10 31.25%
90 a0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
=
12.00
5000 m/z 41.10 27.11%
0 25.0 168.0
T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21256: 1,3-Cyclohexanedione, 5,5-dimethyl- —
83.0 12.00
m/z 55.00 25.13%
- /VvAf\//yJ\~ﬁ«ff\ﬁﬂm
ool | o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
BP010814.D

: 25 Jun 2022 02:52
: CG/IU
. N3374-07

: 33  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M

: SVOA CALIBRATION

¢ 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 38 2-Norpinanol, 3,6,6-trimethyl- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
12.110  7.17 ng/ul 1620789 Naphthalene-ds 10.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Norpinanol, 3,6,6-trimethyl- 154 CleH180 029548092 59

038290-53-8 50
1000156-24-7 47

2 2,6-Dimethyl-8-(tetrahydropyran-... 254 C15H2603
3 Butane, 1l-cyclopropylidene-5-(te... 196 C12H2002

4 Linalool, methyl ether 168 C11H200 1000352-63-6 47
5 Succinic acid, tridec-2-yn-1-yl ... 380 C22H3605 1000390-72-9 47
Abundance Scan 1534 (12.110 min): BP010814.D\data.ms (-1529) (- | m/z 85.00 100.00%
85.0
== —
h } l 150.1 12.00 12.50
ol MMl L1 2388 308 ats1  si72 416 25.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31090: 2-Norpinanol, 3,6,6-trimethyl-
85.0
5000 — —
12.00 12.50
m/z 97.00 17.63%
Ozﬂl‘aﬁjl\“\w\l\“‘\“\‘\1’\5‘4.\()\\‘H\\‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
85.0
— —
12.00 12.50
5000 ITI/Z 43.00 17.07%
7.0 152.0 236.0 \NJ\A/MV/\NJ&/“»\JVJ\/\j
A T T e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71502: Butane, 1-cyclopropylidene-5-(tetrahydro-2H-py! P ——
85.0 12.00 12.50
m/z 69.10 16.97%
5000
P7.
ol 2680 — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 42 unknown-08 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.640 12.59 ng/ul 2555260  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Bromopropionic acid, hexyl ester 236 C9H17Br02 028456-82-8 12
2 Cyclohexanone, 2-(3-oxobutyl)- 168 C10H1602 026942-62-1 10
3 Furan, 2,3-dihydro-5-methyl- 84 C5H80 001487-15-6 10
4 Octanal 128 C8H160 000124-13-0 10
5 2-Methyl-2-(2-oxopropyl)cyclohex... 168 C10H1602 1000427-09-9 10

Abundance Scan 1624 (12.640 min): BP010814.D\data.ms (-1619) (- m/z 43.00 100.00%

43.0
5000
153.1

T —
12.50 13.00

0 \.\{.‘.ﬂ.m L || 2489 3269 4008 asas s
ek

et g e R e o e e RS SRR RS m/z 153.05 31.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119113: 2- Bromopropionic acid, hexyl ester
43.0
5000 = =

12.50 13.00
m/z 41.10 28.71%

07.0
0“Wiwtﬂ‘ww””\”‘W‘”‘M‘”M‘”\”‘W‘”‘M‘”M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

430 1110
P o
12.50 13.00
5000 m/z 84.00 27 .60%
168.0
oM AR e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1632: Furan, 2,3-dihydro-5-methyl- —— —
43.0 12.50 13.00

m/z 56.05 24.14%

1 I

Y AR R : —
miz--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 44 Cyclopropanecarboxylic acid... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.928 11.21 ng/ul 2275960  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid,isop... 128 C7H1202 006887-83-8 50
2 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 46
3 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 43
4 Methacrylic acid, tridecyl ester 268 C17H3202 1000340-28-9 43
5 2-Butenoic acid, cyclohexyl ester 168 C10H1602 016491-62-6 41

Abundance Scan 1673 (12.928 min): BP010814.D\data.ms (-1668) (- m/z 69.05 100.00%

69.0
5000

” 160.0 ‘13.‘00‘
0 i, 2262 3268 44328102 ./, g7.06  76.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14153: Cyclopropanecarboxylic acid,isopropyl ester
69.0
5000 CTT
13.00

m/z 41.10 72.46%

1 128.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0

o

13.00
5000 m/z 83.00 71.72%
168.0
0 236.0
e T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140803: n-Dodecyl methacrylate 7
41.0 13.00
m/z 55.10 67.47%
5000
| ‘ [ 1680
0 i e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.263 14.07 ng/ul 2856920  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-3-heptene 126 CSH18 1000113-49-3 53
2 2,3-Dimethyl-2-octene 140 C10H20 019781-18-1 43
3 2-Butenoic acid, 2-methyl-, 2-pr... 140 C8H1202 007493-71-2 43
4 2-Butenoic acid, 2-methyl-, meth... 114 C6H1002 041725-90-0 43
5 2-Methylhept-6-en-3-one 126 C8H140 1000424-30-2 43

Abundance Scan 1730 (13.263 min): BP010814.D\data.ms (-1726) (- m/z 55.00 100.00%

58.0
5000

.
\ 140.1 13.00 13.50
kL 21012679 3411 414.9 5236 4/, g9.00  45.71%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13206: 2,3-Dimethyl-3-heptene
55.0

o

5000 — ——
13.00 13.50
126.0 m/z 83.00 43.77%
O‘\\h\\““\ll\u%\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
—r— —
13.00 13.50
5000 m/z 43.00 40.24%

o

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

Abundance #21324: 2-Butenoic acid, 2-methyl-, 2-propenyl ester, (E) e
55.0 13.00 13.50

m/z 86.05  29.29%

5000
125.0
\‘ \“ l_y \ ‘ |

0 bbbl e - —
miz-> 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\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 51 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
13.428 7.72 ng/ul 1567560  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 78
2 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 64
3 Benzoic acid, 2,4,6-trimethyl- 164 C1OH1202 000480-63-7 46
4 Benzoic acid, 2,4,5-trimethyl- 164 C1OH1202 000528-90-5 35
5 Hydrocarbostyril 147 CSHSNO 000553-03-7 35

Abundance Scan 1758 (13 428 min): BP010814.D\data.ms (-1753) (- m/z 146.00 100.00%

46.0
50001 43.0

0 AL ‘lw 204.2264.1 3548 4609 530.2 ' m/z 164.05 65.14%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0

5000 T

m/z 43.00 43.37%

77?
\"%*WA‘MH"\H"M“w“‘w“H\‘H‘\‘H‘\H“\H“M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

164.0

O

13.50
5000 m/z 119.10 41.09%
91.0
27.0

T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39300: Benzoic acid, 2,4,6-trimethyl- ——
146.0 13.50

m/z 84.00 40.56%

|

18.0, i JL‘

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 13.50

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 52 2-Penten-4-yn-1-o0l, 3-methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.646  20.41 ng/ul 4143110  Acenaphthene-di10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Penten-4-yn-1-o0l, 3-methyl-, (E)- 96 C6H80 006153-06-6 55
2 2(1H)-Naphthalenone, 4a,5,6,7,8,... 164 C11H160 022844-34-4 46
3 2-Octyne 110 C8H14 002809-67-8 45
4 3,4-Heptadiene 96 C7H12 002454-31-1 41
5 2,3-Hexadiene, 2-methyl- 96 C7H12 029212-09-7 41

Abundance Scan 1795 (13.645 min): BP010814.D\data.ms (-1784) (- m/z 119.05 100.00%

43.0 119.1
5000

T T
13.50 14.00

8.1
0l | »-“}w,mm 2068 341.8 400146895273 ;m/z 43.00  96.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3181: 2-Penten-4-yn-1-ol, 3-methyl-, (E)-
81.0
5000 — —
13.50 14.00
" m/z 41.10 79.05%
O‘\\\\"‘H\h\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
41.0
122.0 — o
13.50 14.00
5000 ITI/Z 81.10 77 .66%
0 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6665: 2-Octyne T —
81.0 13.50 14.00
m/z 95.10 74.03%
5000
OIS-MIW, S
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\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 54 Benzoic acid, p-tert-butyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
14.245 6.07 ng/ul 1232180  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 94
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 90
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 72
4 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 64
5 3-pyridinecarbonitrile, 2-amino-... 163 C8H9N30 1010404-44-3 59
Abundance Scan 1897 (14.245 min): BP010814.D\data.ms (-1893) (- m/z 163.10 100.00%
163.1
5000
91.0
— =
14.00 14.50
Ol rrehpashd il 11, 223.1280.9341.1400.9461.0 525.5 /7 135 00 31.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
5000 el ——
14.00 14.50
91.0 m/z 91.80  27.60%
O‘?%'hl\‘\u\\““\“\\“\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
163.0
— —
14.00 14.50
5000 m/z 164.05 11.21%
91.0
27.0
SRR SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol
163.0 14.00 14.50
m/z 41.10 10.19%
. W\/A_/\jkw\/\/\
Ot et A e e e e e —r :
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 55 unknown-09 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.316  18.00 ng/ul 3654840  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 1,3,5-trimethyl- 110 C6H1ON2 001072-91-9 27
2 Fumaric acid, isobutyl 2-methylc... 280 C16H2404 1000345-15-5 22
3 1H-Imidazole-4-ethanamine, 1,5-d... 139 C7H13N3 053966-45-3 22
4 Phenol, 4-ethoxy- 138 C8H1002 000622-62-8 14
5 Fumaric acid, butyl 2-methylcycl... 280 C16H2404 1000345-15-6 14

Abundance Scan 1909 (14.316 min): BP010814.D\data.ms (-1904) (- m/z 108.00 100.00%
43.0 108.0

-

5000
196.1
— —T=
ikl =
ol ML, 1L ) 281.9340.9400.9 4909549 ./, 119 16  87.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6495: 1H-Pyrazole, 1,3,5-trimethyl-
110.0
5000 p— T
14.00 14.50
39.0 m/z 43.00 82.27%
()‘A‘“"JI\J \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
108.0
— ——
14.00 14.50
5000 m/z 111.05 57.64%
41.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #20428: 1H-Imidazole-4-ethanamine, 1,5-dimethyl- — —
110.0 14.00 14.50

m/z 95.00 48.11%

5000

-

OHJ“ o

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 56 unknown-10 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.993 7.12 ng/ul 1445080  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 3-methyl-2-(2-pe... 166 C11H180 007051-39-0 38
2 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 38
3 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 024903-95-5 25
4 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 024903-95-5 25
5 2(1H)-Naphthalenone, octahydro-1... 180 C12H200 022738-31-4 20
Abundance Scan 2024 (14.992 min): BP010814.D\data.ms (-2020) (- | m/z 43.00 100.00%
43.0
109.1
5000
——
L =20
0/ Ak 281.1343.2401.1460.9 5450 . g3 69  70.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #41432: Cyclopentanone, 3-methyl-2-(2-pentenyl)-

83.0
5000 T T
15.00
166.0 m/z 109.10 66.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
——
15.00
5000 m/z 41.10 63.04%
15.0
O T i P e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20283: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl- P
83.0 15.00
m/z 69.05 46.35%

5000

N"u"»ﬁ\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
BP010814.D

: 25 Jun 2022 02:52
: CG/IU
. N3374-07

. 33

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
: SVOA CALIBRATION

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 59

15.651

unknown-11

Concentration Rank 13

EstConc Area Relative to ISTD R.T.
14.05 ng/ul 2851600  Acenaphthene-d10 14.375
5 Tentative ID MW MolForm CASH# Qual

Hit# of

1 Phthalic acid, 2-diethylaminoeth... 419 C25H41NO4 1000315-79-5 35
2 Benzoic acid, 3-amino-4-propoxy-... 294 C16H26N203 000499-67-2 27
3 Cyclopropanecarboxamide, N-(2-pe... 197 C12H23NO 1000464-59-0 27
4 Naftidrofuryl 383 C24H33N03 031329-57-4 27
5 Phthalic acid, 2-diethylaminoeth... 377 C22H35NO4 1000315-79-2 27

Abundance Scan 2136 (15.651 min): BP010814.D\data.ms (-2132) (- m/z 86.00 100.00%

86.0
5000
178.1 ‘ ‘

I
| l‘ 15.50 16.00
ol ANkl me | 2420 34104009 4TS053L6 7y 157,65

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #312933: Phthalic acid, 2-diethylaminoethyl undecyl este
86.0

5000 — —
15.50 16.00
m/z 71.00 35.31%
149.0
0RO T 404.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
86.0
—— —
15.50 16.00
5000 m/z 99.00 33.77%

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

Abundance #72590: Cyclopropanecarboxamide, N-(2-pentyl)-N-propy T —
86.0

15.50 16.00
m/z 119.05 30.50%
5000
154.0
0279, ’ ll |
N — S -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 60 2(3H)-Benzothiazolone Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
16.104 7.68 ng/ul 1624430  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 81
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 81
3 Thieno[3,2-b]pyridin-7-o0l 151 C7H5NOS 107818-20-2 64
4 1H-Isoindole-1,3(2H)-dione, 3a,4... 151 C8H9NO2 001469-48-3 43
5 t-Butylhydroquinone 166 C10H1402 001948-33-0 43

Abundance Scan 2213 (16.104 min): BP010814.D\data.ms (-2209) (- m/z 151.00 100.00%
151.0

-

5000
69.0 T ‘ T T T
H‘ } 1 210.1 16.00 16.50
0 abb b 57T 300.1364.3428.9489.9548. 1/, 95,00 76.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28647: 2(3H)-Benzothiazolone
151.0
5000 e —
16.00 16.50
69.0 m/z 123.00 68.82%
0 ‘\\‘\“\\“'L\HL“\‘\J“\\“\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
151.0
—— —
16.00 16.50
5000 ITI/Z 69.00 25.52%
69.0
I N N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28649: Thieno[3,2-b]pyridin-7-ol —— ——
151.0 16.00 16.50
m/z 107.10 20.70%
5000
70.0\ \
S P TS S
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\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 61 unknown-12 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.292 7.35 ng/ul 1554460  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4a,trans-8a-Perhydro-cis-2-(2-hy... 224 C15H280 006770-16-7 47
2 d,1l-trans-4-Methyl-5-methoxy-1-(... 184 C11H2002 1000101-22-2 47
3 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 38
4 2-Propanol, 1,1,1-tribromo-2-met... 308 C4H7Br30 000076-08-4 37
5 8-Hydroxycarvotanacetone 168 C10H1602 007712-46-1 32

Abundance Scan 2245 (16.292 min): BP010814.D\data.ms (-2241) (] ' m/z 59.00 100.00%
59.0

5000
166.1

-

I ‘ ) 16.00 16.50
‘H‘M‘M“HM“"m?%4%?§§1?49??9%7%?99??43‘ m/z 166.05  36.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104552: 4a,trans-8a-Perhydro-cis-2-(2-hydroxy-2-propy

o

59.0
166.0
5000 e —
16.00 16.50
m/z 123.10  34.80%
O‘\\\‘\h”J‘\\h\‘““\\w\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
— —
16.00 16.50
5000 ITI/Z 110.10 23.44%
123.0
0 184.0
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32937: 7-Octen-2-ol, 2,6-dimethyl- — ——
59.0 16.00 16.50
m/z 43.00 17.78%
5000 /AkAw/kﬂquN\/\N/ﬂ\ﬁwj
“ l 123.0
I — 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\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 62 Ethanone, 1-(1,4-dimethyl-3... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
16.681 7.16 ng/ul 1515570  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 53
2 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 53
3 1-[1-Methyl-1-(4-methyl-cyclohex... 203 C14H21IN 1000192-41-8 50
4 Benzenamine, 3-ethoxy- 137 C8H11NO 000621-33-0 50
5 N-Methyl-3-formyl-2(1H)-pyridone 137 C7H7NO2 079138-28-6 50

Abundance Scan 2311 (16.681 min): BP010814.D\data.ms (-2308) (- m/z 109.10 100.00%

109.1
5000

— —
411 182.1 16.50 17.00
bl L] 2543 3548 43014881549. [/, 137 05  23.s0%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29311: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-
109.0

5000

o

[ - [ -
16.50 17.00

\ m/z 182.10 12.38%
Lo |

ﬂ}AhJ!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
109.0

o

43.0 ~ —
16.50 17.00
5000 m/z 67.00 11.90%
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78959: 1-[1-Methyl-1-(4-methyl-cyclohex-3-enyl)-ethyl]-1 —— ——
109.0 16.50 17.00

m/z 41.10 11.84%

5000

41.0

" J\ i ‘h u‘ Jl

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

203.0

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 63 unknown-13 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.822 9.42 ng/ul 1992790  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-sec-Butylphenol, acetate 192 C12H1602 003056-61-9 35
2 cis-syn-cis-Tricyclo[7.3.0.0(2,6... 164 C12H20 030159-14-9 35
3 cis-anti-cis-Tricyclo[7.3.0.0(2,... 164 C12H20 030159-15-0 35
4 Benzenepropanol, 4-methoxy- 166 C10H1402 005406-18-8 30
5 Benzenepropanol, 4-methoxy- 166 C10H1402 005406-18-8 30

Abundance Scan 2335 (16.822 min): BP010814.D\data.ms (-2332) (- m/z 121.10 100.00%

121.1
5000
41.1
— ——
1 86.1 16.50 17.00
0 L u Lbol . 281.8342.84008 47515348 1, 199.10  89.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66594: 2-sec-Butylphenol, acetate
121.0
5000 — —
16.50 17.00
43.0 m/z 81.05 33.76%
‘ ‘ ‘ 192.0
O‘\\\\"\l\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
121.0
— ——
16.50 17.00
5000 m/z 67.00 30.42%
41.0
o

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

Abundance  #39814: cis-anti-cis-Tricyclo[7.3.0.0(2,6)]dodecane — ——
121.0 16.50 17.00

m/z 41.10 30.40%

5000

Tl

o“udﬂu“_ N S — —
miz—> 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\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 64 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.075 16.13 ng/ul 3412940  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 84
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 35
5 Tridecanoic acid 214 C13H2602 000638-53-9 25

Abundance Scan 2548 (18.075 min): BP010814.D\data.ms (-2544) (- m/z 73.00 100.00%
0

-

5000
—
18.00
0 H 83.0 356.0414.8 490.0549.. m/z 43.05 99.989
‘H\ . . (]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 T \
18.00
‘ 57.0 m/z 129.00 90.04%
P
O‘\\L\‘\ “N”\l”\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
4
30 256.0
—
18.00
5000 m/z 60.00 86.28%
129.0
0 194.0
o o e R B o e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid 7
43.0 18.00
m/z 55.05 76.85%
5000 256.0
129.0
oty 1o .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 65 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
18.286 9.22 ng/ul 1949700  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 94
2 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 94
3 5-(2,3-Difluorophenyl)-2-pyridin... 278 C14H16F2N2Si  1000504-49-4 81
4 6,7-Dimethoxy-4(1H)-quinazolinon... 278 C13H18N203Si  1000479-65-5 64
5 Cyanic acid, (1-methylethylidene... 278 C17H14N202 001156-51-0 64

Abundance Scan 2584 (18.286 min): BP010814.D\data.ms (-2581) (- m/z 263.10 100.00%
263.1

5000
57.1

;%

— —
1471 18.00 18.50
Lol \‘\ ‘.J.Hmuh. i\J.uL ‘..%.05‘{‘11 355.1415.9 489.1548.1 m/z 57.10 34.59%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid

o

-

263.0
5000 — s
18.00 18.50
57.0 147.0 m/z 278.15 21.75%
O‘\H\L‘“\\‘\\“‘\l\l\‘\h\“\‘\%e?-[\o\‘\‘H\H‘HH‘H\\‘H\\‘H\\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
263.0
T (|
18.00 18.50
5000 m/z 264.10 17.78%
57.0
. 147.0205-0
(BN L L L L L B B L BB O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T

Abundance #170511: 5-(2,3-Difluorophenyl)-2-pyridinamine, TMS —r— ‘ ‘
263.0 18.00 18.50
m/z 147.05 15.79%

5000

3

77.0
150 | 14992050

O ek prec iy e — —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP062322.M Tue Jun 28 14:23:26 2022 Page: 35



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 66 unknown-14 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.416 12.24 ng/ul 2588600  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.3.0]nonan-2-one, 8-iso... 178 C12H180 1000159-42-7 25
2 2,3,4,5,6-Pentamethylphenol, met... 178 C12H180 014804-37-6 25
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 18
4 acetamide, N-[4-(dimethylamino)p... 178 C10OH14N20 1000404-78-2 15
5 2-(4a,8-Dimethyl-2,3,4,5,6,8a-he... 222 C15H260 1000411-50-1 11

Abundance Scan 2606 (18.416 min): BP010814.D\data.ms (-2602) (- m/z 59.00 100.00%

59.0
135.1
5000
—
l
ok ki 56.1 329.2 414947605349 . 95 19  74.25%

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

Abundance #52888: Bicyclo[4.3.0]nonan-2-one, 8-isopropylidene-

5

163.0
41.0
5000 1
18.50
‘ F m/z 135.05 60.85%
O’J“llmh\’l\Allli""
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
163.0
——
18.50
5000 m/z 163.10 58.20%
105.0
41.0
O e L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol ——
163.0 18.50
m/z 178.10  40.96%
- /\_/\/\/\/J\\J\/
0 1050
L e B R P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 67 Diphenamid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.657 132.70 ng/ul 28070100  Phenanthrene-di1e 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenamid 239 C16H17NO 000957-51-7 97
2 Diphenamid 239 C16H17NO 000957-51-7 94
3 Diphenamid 239 C16H17NO 000957-51-7 93
4 Diphenamid 239 C16H17NO 000957-51-7 87
5 Diphenamid 239 C16H17NO 000957-51-7 53

Abundance Scan 2647 (18.657 min): BP010814.D\data.ms (-2641) (-
72.0 167.1

m/z 72.00 100.00%

5000

239.1 18.50 19.00
bttt b 297,1355.1 420.6478.45388 ) 167 16 97.31%

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

o

Abundance #122429: Diphenamid
167.0
72.0
5000 — —
18.50 19.00
239.0 m/z 165.10  49.09%
O‘\\\\‘\\\l\‘\l\‘\‘\"\‘\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
72.0 167.0
— —
18.50 19.00
5000 m/z 152.05 20.19%
239.0
L

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

Abundance #122432: Diphenamid T ==
72.0 18.50 19.00
m/z 166.10  16.51%
167.0
5000
239.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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 68 unknown-15 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
20.410 8.11 ng/ul 2071360  Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Chloro-4-fluorophenyl isothioc... 187 C7H3CIFNS 137724-66-4 22
2 1,3,5-Trisilacyclohexane, 1,1,3,... 202 C8H22Si3 017882-80-3 18
3 .beta.-Alanine, N-caproyl-, buty... 243 C13H25NO3 1000321-78-1 18
4 3,5-Diamino-6-chloropyrazine car... 187 C5H6CIN50 1000120-45-0 14
5 3,6-Dibutyl-2,3-dihydro-1H-inden... 244 C17H240 357941-17-4 14

Abundance Scan 2945 (20.410 min): BP010814.D\data.ms (-2943) (- m/z 187.10 100.00%

850  187.1 '
5000
—
l’H Ul see 2050
o‘H‘J_dmw‘ Lo bl 3291 3988 = 5031 ., g5 90  99.72%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62123: 3-Chloro-4-fluorophenyl isothiocyanate

Abundance #127037: .beta.-Alanine, N-caproyl-, butyl ester

T ”J\Ju
5000 L
129.0 20.50
m/z 43.05 99.17%
O‘\\\‘Hl\‘“\l”l\h\h\J"\\\J\‘h}\\ ’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
187.0
——
20.50
5000 m/z 200.10 52.68%
73.0
ot e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
——

187.0 20.50
430 m/z 190.10  47.35%
114.
5000
OJWJ‘klli, —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

SFAM-EPA-BP062322.M Tue Jun 28 14:23:31 2022 Page: 38



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010814.D

Acqg On : 25 Jun 2022 02:52
Operator : CG/JU

Sample : N3374-07

Misc :

ALS Vvial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.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|
(DEL) Alkane: S... 7.881 9.4 ng/ul 1077610 1 7.722 2293920 20.0
unknown-01 9.440 9.4 ng/ul 2133720 2 10.516 4518160 20.0
unknown-02 9.740 19.4 ng/ul 4375990 2 10.516 4518160 20.0
Bicyclo[3.1.1]h... 9.793 51.2 ng/ul 11565100 2 10.516 4518160 20.0
Bicyclo[2.2.1]h... 10.069 11.8 ng/ul 2674860 2 10.516 4518160 20.0
unknown-03 10.387 38.9 ng/ul 8796880 2 10.516 4518160 20.0
Phenol, 2-(1-me... 10.457 10.4 ng/ul 2356950 2 10.516 4518160 20.0
unknown-04 10.581 11.8 ng/ul 2665930 2 10.516 4518160 20.0
(DEL) Alkane: S... 10.740 14.5 ng/ul 3274290 2 10.516 4518160 20.0
(DEL) Alkane: C... 11.175 3.5 ng/ul 798834 2 10.516 4518160 20.0
unknown-05 11.246 14.6 ng/ul 3297740 2 10.516 4518160 20.0
unknown-06 11.328 11.9 ng/ul 2694260 2 10.516 4518160 20.0
unknown-07 11.463 28.1 ng/ul 6350550 2 10.516 4518160 20.0
Phenol, p-tert-... 11.887 11.9 ng/ul 2686140 2 10.516 4518160 20.0
Cyclohexanone, ... 11.987 18.6 ng/ul 4213850 2 10.516 4518160 20.0
2-Norpinanol, 3... 12.110 7.2 ng/ul 1620780 2 10.516 4518160 20.0
unknown-08 12.640 12.6 ng/ul 2555260 3 14.375 4059840 20.0
Cyclopropanecar... 12.928 11.2 ng/ul 2275960 3 14.375 4059840 20.0
(DEL) Alkane: S... 13.263 14.1 ng/ul 2856920 3 14.375 4059840 20.0
Benzoic acid, 2... 13.428 7.7 ng/ul 1567560 3 14.375 4059840 20.0
2-Penten-4-yn-1... 13.646 20.4 ng/ul 4143116 3 14.375 4059840 20.0
Benzoic acid, p... 14.245 6.1 ng/ul 1232180 3 14.375 4059840 20.0
unknown-09 14.316 18.0 ng/ul 3654840 3 14.375 4059840 20.0
unknown-10 14.993 7.1 ng/ul 1445080 3 14.375 4059840 20.0
unknown-11 15.651 14.1 ng/ul 2851600 3 14.375 4059840 20.0
2(3H)-Benzothia... 16.104 7.7 ng/ul 1624430 4 17.139 4230680 20.0
unknown-12 16.292 7.3 ng/ul 1554460 4 17.139 4230680 20.0
Ethanone, 1-(1,... 16.681 7.2 ng/ul 1515570 4 17.139 4230680 20.0
unknown-13 16.822 9.4 ng/ul 1992790 4 17.139 4230680 20.0
n-Hexadecanoic ... 18.075 16.1 ng/ul 3412940 4 17.139 4230680 20.0
3,5-di-tert-But... 18.286 9.2 ng/ul 1949700 4 17.139 4230680 20.0
unknown-14 18.416 12.2 ng/ul 2588600 4 17.139 4230680 20.0
Diphenamid 18.657 132.7 ng/ul 28070100 4 17.139 4230680 20.0
unknown-15 20.410 8.1 ng/ul 2071360 5 21.257 5110400 20.0

SFAM-EPA-BP062322.M Tue Jun 28 14:23:31 2022 39



