LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG062127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc :

ALS Vvial : 22 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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@62127.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.403 15 19 21 rBV3 5197 5484 0.80% 0.061%
2 3.444 22 26 29 rvv5 5236 8603 1.26% 0.095%
3 3.473 29 31 35 rvB4 5946 8140 1.19% 0.090%
4 3.720 67 73 79 rW 16123 24649 3.61% 0.273%
5 3.861 93 97 108 rBvV2 36797 63511 9.30% 0.704%
6 4.014 120 123 125 rBvV2 2460 2695 0.39% 0.030%
7 4.202 149 155 158 rBvV4 8521 13613 1.99% 0.151%
8 4.625 223 227 229 rBV 2058 2739 0.40% 0.030%
9 5.336 347 348 355 rBV 3451 4106 0.60% 0.045%
106 5.453 366 368 374 rVB3 2967 4811 ©0.70% 0.053%
11 5.589 388 391 394 rVB2 2162 3175 0.46% 0.035%
12 5.624 394 397 400 rVB2 2124 2746 0.40% 0.030%
13 5.659 400 403 404 rBV2 2829 2825 0.41% 0.031%
14 5.953 449 453 456 rVB2 2550 3004 0.44% 0.033%
15 6.041 462 468 473 rBV3 10252 17285 2.53% 0.192%
16 6.094 473 477 481 rVv3 4561 5958 ©.87% 0.066%
17 6.435 533 535 542 rVB 2381 3595 ©.53% 0.040%
18 6.981 625 628 630 rBvV 3013 3409 0.50% 0.038%
19 7.016 632 634 639 rvv 2355 3133 0.46% 0.035%
20 7.122 645 652 657 rBV5 9556 18284 2.68% 0.203%
21 7.181 657 662 663 rVW 10492 14085 2.06% 0.156%
22 7.222 664 669 679 rVB3 43765 93585 13.70% 1.037%
23 7.363 687 693 699 rBV 71627 116350 17.04%  1.289%
24 7.422 699 703 711 rVB2 22718 36059 5.28% 0.400%
25 7.580 719 730 736 rBV 119847 209490 30.68% 2.321%
26 7.680 742 747 751 rBV3 13320 22227 3.25% 0.246%
27 7.739 754 757 760 rBV 2354 2982 0.44% 0.033%
28 7.851 771 776 778 rBV 2413 3569 ©0.52% 0.040%
29 8.039 799 808 821 rBV 117060 226135 33.11% 2.505%
30 8.139 821 825 826 rvwv2 5095 6277 0.92% 0.070%
31 8.156 826 828 833 rvw4 5254 7135 1.04% 0.079%
32 8.397 863 869 875 rvv2 51187 89844 13.16% 0.995%
33 8.497 883 886 888 rvv2 3175 3500 0.51% 0.039%
34 8.767 924 932 938 rBV2 110623 191287 28.01% 2.119%
35 8.832 941 943 944 rBvV2 4493 2707 0.40% 0.030%
36 8.996 966 971 973 rBvV2 2316 4485 0.66% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG062127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc :

ALS Vvial : 22 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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION
37 9.0990 983 987 990 rBV4 3488 4090 0.60% 0.045%
38 9.214 1001 1008 1015 rBV 123398 219774 32.18%  2.435%
39 9.284 1015 1020 1024 rVB3 23214 35181 5.15% 0.390%
40 9.472 1044 1052 1058 rBV5 14432 28355 4.15% 0.314%
41  9.602 1073 1074 1077 rBV2 2823 2931 0.43% 0.032%
42 9.672 1081 1086 1087 rBV2 2854 4718 0.69% 0.052%
43 9.725 1091 1095 1096 rBV 4409 4470 0.65% 0.050%
44  9.754 1096 1100 1104 rVV3 9478 15996 2.34% 0.177%
45 9.790 1104 1106 1109 rVB2 4654 4667 0.68% 0.052%
46 9.931 1124 1130 1137 rBV2 120223 219949 32.21% 2.437%
47 10.030 1142 1147 1155 rVB3 28874 46359 6.79% ©0.514%
48 10.160 1167 1169 1173 rBV4 2758 3744 0.55% 0.041%
49 10.201 1173 1176 1178 rBv4 2487 3641 0.53% 0.040%
50 10.260 1181 1186 1192 rVB6 41246 66682 9.76% 0.739%
51 10.330 1197 1198 1201 rBvV2 3396 4412 0.65% 0.049%
52 10.401 1205 1210 1212 rBv4 11240 14813 2.17% 0.164%
53 10.442 1214 1217 1218 rBv2 4364 4331 0.63% 0.048%
54 10.483 1218 1224 1231 rVB3 176694 322129 47.17%  3.569%
55 10.547 1233 1235 1238 rBV3 5550 5583 0.82% 0.062%
56 10.647 1250 1252 1257 rVB2 4351 5262 0.77% 0.058%
57 10.694 1257 1260 1261 rBV3 4331 3660 ©.54% 0.041%
58 10.853 1280 1287 1293 rBV2 154324 287526 42.10%  3.186%
59 10.900 1293 1295 1301 rVB4 20722 34133 5.00% 0.378%
60 10.947 1301 1303 1305 rBV3 3331 3336 0.49% 0.037%
61 10.994 1305 1311 1318 rBvV2 80148 156732 22.95% 1.737%
62 11.217 1344 1349 1353 rBV3 6839 11734 1.72% 0.130%
63 11.364 1369 1374 1377 rBV4 7228 11016 1.61% 0.122%
64 11.435 1383 1386 1388 rBV4 7492 6521 0.95% 0.072%
65 11.587 1406 1412 1421 rVB3 23576 50705 7.42% 0.562%
66 11.652 1421 1423 1426 rBv4 2550 3870 0.57% 0.043%
67 11.681 1426 1428 1429 rBV2 3471 2782 0.41% 0.031%
68 11.764 1438 1442 1448 rVBS8 9675 18838 2.76% 0.209%
69 11.805 1448 1449 1453 rVB3 5135 3800 0.56% 0.042%
70 11.881 1458 1462 1467 rBV6 8067 13474 1.97% 0.149%
71 11.952 1470 1474 1477 rBV4 8808 12782 1.87% 0.142%
72 12.034 1484 1488 1493 rVBS5 5694 10349 1.52% 0.115%
73 12.169 1505 1511 1512 rBV5 16758 24900 3.65% 0.276%
74 12.193 1512 1515 1519 rVB3 34819 45188 6.62% ©0.501%
75 12.304 1530 1534 1538 rVB7 5636 7429 1.09% 0.082%

76 12.510 1563 1569 1575 rVB 65536 112781 16.51% 1.250%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG062127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc :

ALS Vvial : 22 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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION
77 12.657 1592 1594 1596 rBV2 4912 2830 0.41% 0.031%
78 12.727 1600 1606 1617 rVV 181552 322488 47.22% 3.573%
79 12.821 1620 1622 1628 rVB7 9591 17645 2.58% 0.195%
80 13.256 1693 1696 1702 rBV7 7930 14181 2.08% 0.157%
81 13.321 1705 1707 1708 rBV2 6144 4298 0.63% 0.048%
82 13.468 1731 1732 1735 rBV3 5983 5052 0.74% 0.056%
83 13.532 1738 1743 1746 rBV7 9245 18100 2.65% 0.201%
84 13.838 1793 1795 1797 rBV3 9660 9940 1.46% 0.110%
85 13.938 1810 1812 1813 rBV2 6117 2793 0.41% 0.031%
86 13.996 1818 1822 1827 rVV4 33214 60572 8.87% 0.671%
87 14.079 1829 1836 1845 rVB 301732 496355 72.68% 5.499%
88 14.372 1880 1886 1898 rVB 321738 519159 76.02% 5.752%
89 14.678 1932 1938 1945 rVB 262783 414440 60.69% 4.592%
990 14.913 1974 1978 1986 rVB4 72807 130495 19.11% 1.446%
91 15.130 2011 2015 2022 rVB3 41430 68710 10.06% 0.761%
92 15.406 2058 2062 2066 rVB 56284 78008 11.42% 0.864%
93 15.665 2101 2106 2113 rVB2 415402 622874 91.21% 6.901%
94 15.788 2123 2127 2133 rVB2 149151 204911 30.01% 2.270%
95 16.611 2264 2267 2271 rBV4 33609 43843  6.42% 0.486%
96 17.422 2400 2405 2411 rVB2 329998 487393 71.37% 5.400%
97 17.522 2417 2422 2429 rVB 438248 637474 93.35% 7.063%
98 19.807 2806 2811 2817 rBV 495366 682911 100.00% 7.566%
99 21.681 3126 3130 3137 rVB 292918 463645 67.89% 5.137%
100 24.684 3636 3641 3653 rVB2 249093 647335 94.79% 7.172%

Sum of corrected areas: 9025577
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062127.D\data.ms
600000

500000

400000

300000

200000 10.483 12.727
7.580 8.039 8.767 9.214 9.931

100000 736
3961 72 8.397 .
0M024.625 5 3EEHEe®9I5.435 6 49883808
\\‘\\\\‘\\\\‘\\\\‘\

a iswoon i
L L e e e e e e B I B

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG062127.D\data.ms
600000 19.807

17.522
15.665 21.681

500000

400000 17.422

300000

200000 p.788

WMM”MWMW

e

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

Abundance TIC: BG062127.D\data.ms
600000

100000 16.61

500000

400000
24.684

300000
200000
100000 MM

O\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.720 2.18 ng/ul 24649 1,4-Dichlorobenzene-d4 8.045

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Isopropyl Alcohol 60 C3H80 000067-63-0 36
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 33
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 33
4 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 17
5 d-Arabinose, cyclic 1,2-ethanedi... 394 C15H2208S2 040733-16-2 10
Abundance  Scan 73 (3.720 min): BG062127.D\data.ms (-67) (-) m/z 45.00 100.00%

45.0
5000

3.40 3.60 3.80 4.00

‘” 162.6 259.4 430.0 517.

ot e e e e e e m/z 43.00 23.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342: Isopropyl Alcohol
45.0
5000
3.40 3.60 3.80 4.00
m/z 60.90 9.62%
0‘\”‘“\”\‘“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5003: 2-Pentanol, 4-methyl-
453.0 m
R R RAERn
3.40 3.60 3.80 4.00
5000 ITI/Z 43.70 7.28%
obebbilioro
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5014: 2-Pentanol, 4-methyl-
45.0 3.40 3.60 3.80 4.00
m/z 59.00 7.23%
5000
o_“\\‘m‘wh_uWm_m_m‘HH‘HHWHWH‘W MAM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Fenchone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.284 3.11 ng/ul 35181 1,4-Dichlorobenzene-d4 8.045

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 64
2 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 53
3 Cyclohexane, 1,3-dichloro-, cis- 152 C6H1eC12 024955-63-3 53
4 2-Furanacetaldehyde, .alpha.-pro... 152 C9H1202 031681-26-2 52
5 L-Fenchone 152 C10H160 007787-20-4 45
Abundance Scan 1020 (9.284 min): BG062127.D\data.ms (-1015) (-)) m/z 80.95 100.00%
81.0
5000
9.00 9.20 9.40 9.60
| | L0 mes oy
ol b e T m/z 41.00  54.33%
miz--> 50 100 150 200 250 300 350 400
Abundance #29056: Fenchone
81.0
5000
9.00 9.20 9.40 9.60
m/z 69.00 39.39%
152.0
2
O \\h\}h“h\‘w‘\‘\“‘\\\‘\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #20172: 2,4-Nonadienal, (E,E)-
81.0
9.00 9.20 9.40 9.60
5000 m/z 38.95 23.87%
27.# | 138.0
0 \\‘\1‘1“"‘\“‘\“\“\“\H\,\\H‘HH‘HH,HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #29706: Cyclohexane, 1,3-dichloro-, cis-
81.0 9.00 9.20 9.40 9.60
m/z 67.05 15.06%
5000
28. 152.0
0 \\‘\ﬂ)ﬂ‘\‘\“w‘\“H\,H\H‘HH‘HH,HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.260 4.64 ng/ul 66682  Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 83
2 (+)-2-Bornanone 152 C10H160 000464-49-3 80
3 (+)-2-Bornanone 152 C1eH160 000464-49-3 55
4 (+)-2-Bornanone 152 C1eH160 000464-49-3 49
5 3,4-Pentadienal, 2,2-dimethyl- 110 C7H100 004058-51-9 47
Abundance Scan 1186 (10.260 min): BG062127.D\data.ms (-1181) (- | m/z 95.10 100.00%
95.1
50007 39.
152.1
Ll ‘ | 2123 463.4520. 10.00 10.50
Ot e m/z 41.00  88.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29381: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
5000 — s
10.00 10.50
152.0 m/z 81.00 67.63%
O "l\IJWH}WI
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29112: (+)-2-Bornanone
95.0
10.00 10.50
5000/ 390 m/z 55.00 48.63%
‘ } 152.0
0 mkJMN“HHHW‘H“H‘w“u‘u‘w“u‘u‘w“u‘u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /NVW
Abundance #29115: (+)-2-Bornanone - L
95.0 10.00 10.50

T \‘ m 14 | WMWM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.587 3.53 ng/ul 50705 Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 64
2 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 53
Abundance Scan 1412 (11.587 min): BG062127.D\data.ms (-1406) (- m/z 94.00 100.00%
94.0
5000
152.0 0
U, | e 4033 5% = ;
R R RN RRE NN AREEENURTRRES m/z 77.00 40.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
11.50
152.0 m/z 39.00  29.83%
0311ﬁJ!‘Jl’¥1’1[
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19879: Ethanol, 2-phenoxy-
94.0
Al
11.50
5000 m/z 51.00 29.47%
-l
0‘u\wmw‘J"M‘umW"“m‘mwmwm‘mwmwm‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30123: 1-Phenoxypropan-2-o
94.0 11.50
m/z 78.00 20.04%
5000
31, ' 152.0
0‘\‘\\\‘m‘bﬂ\Lu‘"w\\‘u\\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘uu‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Phenol, p-tert-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.193 3.14 ng/ul 45188 Naphthalene-d8 10.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 72
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 64
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1@H140 000088-18-6 64
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 59
5 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 59

Abundance Scan 1515 (12.193 min): BG062127.D\data.ms (-1512) (- | m/z 135.05 100.00%

135.1
5000
65.0 e 4

12.00 12.50

0"H%WANMWW‘ukM"_"W“H“H“H“M“W“§9§T m/z 107.00  59.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27476: Phenol, p-tert-butyl-
135.0
5000
12.00 12.50
41.0 m/z 65.00 20.04%
Ohlhl““
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27474: Phenol, p-tert-butyl-
135.0
12.00 12.50
5000 ITI/Z 76.95 16.03%
41.0
o"M‘mU‘m‘mH_m_mwH_m,www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 Mw ﬁ N
Abundance #27537: Phenol, 2-(1,1-dimethylethyl)- e Bt NM‘ ‘
135.0 12.00 12.50
m/z 39.00 15.16%
5000
41.0
o“mu&ﬁWjMwm‘f‘H“‘H‘“H“H“‘H“‘H“‘H“‘H N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Naphthalene, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.996 2.92 ng/ul 60572  Acenaphthene-di0 14.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 81
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 81
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 74
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 72
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 72
Abundance Scan 1822 (13.996 min): BG062127.D\data.ms (-1818) (- m/z 156.00 100.00%
156.0
5000 /K/\
65 1 P ANA IS
’ 2.
I ‘m “ 244.0 302.8 436. 14.00
ol—H Ml e m/z 141,00 74.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
14.00
m/z 128.00  35.18%
77.0
0 ?Z\‘?i“\‘hwl‘\‘\ "\“\“h U““\ L I
m/z--> 50 100 150 200 250 300 350 400
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
14.00
5000 m/z 153.05 20.73%
76.0
ol Ll
m/z--> 50 100 150 200 250 300 350 400
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 14.00
m/z 157.00  18.83%
5000
76.0
B
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.130 3.32 ng/ul 68710  Acenaphthene-die 14.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonohydrazide, N2-(2-e... 318 C16H18N203S 065609-76-9 43
2 Benzoyl chloride, 4-methoxy- 170 C8H7C102 000100-07-2 43
3 Piperonyl alcohol, n-pentyl ether 222 C13H1803 1000395-11-6 41
4 4-Methoxy-N'-(2-oxoindolin-3-yli... 295 C16H13N303 082973-18-0 38
5 Benzoic acid, 4-methoxy-, methyl... 166 C9H1003 000121-98-2 38
Abundance Scan 2015 (15.130 min): BG062127.D\data.ms (-2011) (- | m/z 135.00 100.00%
135.0
5000
429 910
15.00 15.50
ob bl bid pomse ams aw 0P G
miz-> 50 100 150 200 250 300
Abundance #221828: Benzenesulfonohydrazide, N2-(2-ethoxybenzyl
135.0
5000 Pt A
91.0 15.00 15.50
m/z 91.00  23.18%
39.0 ‘
O L ‘\ i‘h\“\“\ ‘\“H\ LI ‘ T \]-\97‘.\0\ T ‘ T \2\99.‘()\ LI
miz--> 50 100 150 200 250 300
Abundance #46021: Benzoyl chloride, 4-methoxy-
135.0
e —
15.00 15.50
5000 m/z 76.95 19.12%
77.0
o380, || 2o
e
miz--> 50 100 150 200 250 300
Abundance #101402: Piperonyl alcohol, n-pentyl ether —— —
135.0 15.00 15.50
m/z 42.90 19.02%
5000
77.0
29.0 ‘ 22‘2'0
ob—rpft b bl by e e
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Diethyltoluamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.406 3.76 ng/ul 78008  Acenaphthene-dile 14.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 91
2 Diethyltoluamide 191 C12H17NO 000134-62-3 74
3 3-(4-Methylbenzoyl)acrylic acid 190 C11H1e03 020972-36-5 72
4 Diethyltoluamide 191 C12H17NO 000134-62-3 64
5 Diethyltoluamide 191 C12H17NO 000134-62-3 64
Abundance Scan 2062 (15.406 min): BG062127.D\data.ms (-2058) (- | m/z 119.00 100.00%
119.0
190.1
5000
65.0 g
‘ 387, 15.50
0 “‘WM¢Wprmeuuﬁwh““““““““““f m/z 91.00 67.28%
m/z--> 50 100 150 200 250 300 350
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 —
15.50
65.0 m/z 190.10  59.31%
O\\\‘\‘\‘\\u“\\\‘\‘\‘\f“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #65680: Diethyltoluamide
119.0
15.50
m/z 65.00  25.85%
5000 190.0
65.0
bl b i i b o
m/z--> 50 100 150 200 250 300 350
Abundance #64445: 3-(4-Methylbenzoyl)acrylic acid ——
119.0 15.50
m/z 191.10 17.27%
5000
65.0 190.0
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG062127.D

Acqg On : 18 Jul 2024 00:40
Operator : MA/JU

Sample : P3217-22

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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|
unknown-01 3.720 2.2 ng/ul 24649 1 8.045 226135 20.0
Fenchone 9.284 3.1 ng/ul 35181 1 8.045 226135 20.0
Bicyclo[2.2.1]h... 10.260 4.6 ng/ul 66682 2 10.853 287526 20.0
1-Phenoxypropan... 11.587 3.5 ng/ul 50705 2 10.853 287526 20.0
Phenol, p-tert-... 12.193 3.1 ng/ul 45188 2 10.853 287526 20.0
Naphthalene, 2,... 13.996 2.9 ng/ul 60572 3 14.678 414440 20.0
unknown-02 15.130 3.3 ng/ul 68710 3 14.678 414440 20.0
Diethyltoluamide 15.406 3.8 ng/ul 78008 3 14.678 414440 20.0
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