LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc :

ALS Vvial : 19 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-BG102723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59590.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.688 49 51 56 rVB4 8393 10821 0.14% 0.017%
2 3.935 89 93 97 rBV5 13660 19686 0.25% 0.030%
3 4.093 115 120 127 rBV 103942 179538 2.26% 0.276%
4 4,246 140 146 148 rBV2 25110 41450 0.52% 0.064%
5 4.305 152 156 163 rBV7 15813 32395 0.41% 0.050%
6 4.804 238 241 243 rBV3 9517 14015 0.18% 0.022%
7 5.362 329 336 341 rBV 160271 244300 3.07% 0.376%
8 5.586 369 374 380 rVB2 21264 37710 0.47% 0.058%
9 5.827 410 415 416 rBv2 7452 8382 0.11% 0.013%
10 6.320 496 499 502 rBV2 6912 9605 0.12% 0.015%
11 6.837 583 587 590 rVW3 12334 18478 ©0.23% 0.028%
12 6.937 594 604 609 rVB4 26263 58621 0.74% 0.090%
13 7.172 640 644 648 rVVe6 7356 9846 0.12% 0.015%
14 7.466 685 694 702 rBV 91479 161028 2.02% 0.248%
15 7.536 702 706 711 rVWVW7 6865 12151 0.15% 0.019%
16 7.595 712 716 720 rVV3 9857 16423 0.21% 0.025%
17 7.671 723 729 737 rVB 249001 437966 5.51% 0.674%
18 7.871 755 763 778 rVW 278832 575918 7.24% 0.886%
19 7.989 781 783 784 rVvv2 13806 10561 0.13% 0.016%
20 8.030 784 790 795 rVWW3 26024 60195 0.76% 0.093%
21 8.089 795 800 809 rVB2 63492 116180 1.46% 0.179%
22 8.253 824 828 832 rVvV 36344 54072 0.68% 0.083%
23  8.359 840 846 856 rBv2 377325 838398 10.54%  1.290%
24 8.917 936 941 945 rVB7 8359 13917 0.17% 0.021%
25 8.988 949 953 954 rBV4 9388 11400 0.14% 0.018%
26 9.040 956 962 969 rVB 256632 441680 5.55% 0.680%
27 9.258 996 999 1001 rBv4 14372 15190 0.19% 0.023%
28 9.463 1031 1034 1039 rVB6 16997 28912 0.36% 0.045%
29 9.552 1042 1049 1057 rBV 356021 641995 8.07% 0.988%
30 9.687 1057 1072 1079 rBV2 350140 1019350 12.82% 1.569%
31 9.769 1082 1086 1089 rBV5 29105 40301 0.51% 062%
32 10.069 1105 1137 1149 rVB2 1430006 7953409 100.00% 12.242%
33 10.198 1155 1159 1164 rVB4 56486 82405 1.04%

34 10.274 1164 1172 1177 rBV2 436394 833972 10.49%
35 10.327 1177 1181 1189 rVB6 118518 207788  2.61%

ORrONO®
=
N
N
xR

36 10.550 1213 1219 1226 rVB5 189510 337636 4.25% ©.520%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc :

ALS Vvial : 19 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-BG102723.MA.M
Title : SVOA CALIBRATION
37 10.715 1242 1247 1250 rVB5 30198 52471 0.66% 0.081%
38 10.744 1250 1252 1254 rBV3 16535 20635 0.26% 0.032%
39 10.797 1255 1261 1268 rvV 680639 1223238 15.38% 1.883%
40 10.891 1269 1277 1286 rVB8 141776 415099 5.22% 0.639%
41 10.997 1289 1295 1302 rBV 258198 459863 5.78% 0.708%
42 11.073 1302 1308 1309 rBV5 52942 89593 1.13% 0.138%
43 11.203 1324 1330 1338 rVB 680097 1191705 14.98% 1.834%
44 11.302 1341 1347 1350 rBV2 182424 334954 4.21% 0.516%
45 11.344 1350 1354 1360 rVV 473480 814773 10.24%  1.254%

46 11.420 1361 1367 1375 rVB1o 91433 265446 3.34% 0.409%

47 11.538 1381 1387 1389 rBv4 116037 235678 2.96% ©.363%
48 11.673 1405 1410 1413 rBV7 78359 143380 1.80% ©0.221%
49 11.720 1413 1418 1421 rBV3 201893 368794 4.64%  0.568%
50 11.890 1439 1447 1455 rBV2 553776 1190367 14.97% 1.832%
51 12.008 1457 1467 1470 rBV3 295581 679456  8.54%  1.046%
52 12.113 1482 1485 1489 rBv4 93295 142549 1.79% 0.219%
53 12.225 1498 1504 1513 rVB4 245150 535029 6.73% 0.823%
54 12.313 1513 1519 1520 rBv4 93416 126041 1.58% ©.194%
55 12.360 1523 1527 1534 rVV3 276180 585375 7.36% 0.901%
56 12.419 1534 1537 1542 rVB3 129320 177420 2.23% 0.273%
57 12.483 1543 1548 1553 rBV3 219291 320099 4.02% ©.493%
58 12.536 1553 1557 1561 rBV5 78754 124647 1.57% ©.192%
59 12.583 1561 1565 1572 rBV5 249337 482067 6.06% 0.742%
60 12.777 1593 1598 1603 rBV3 270407 442201 5.56% 0.681%
61 12.930 1620 1624 1633 rVB2 361800 695889 8.75% 1.071%
62 13.024 1636 1640 1645 rBV3 167946 309250 3.89% 0.476%
63 13.118 1647 1656 1662 rVV3 470482 1197142 15.05%  1.843%
64 13.183 1662 1667 1675 rVB4 261032 662905 8.33% 1.020%
65 13.265 1676 1681 1694 rBV7 286766 832297 10.46% 1.281%
66 13.482 1714 1718 1724 rVB4 336564 602014  7.57% 0.927%
67 13.676 1744 1751 1755 rBVe 217242 525803 6.61% ©0.809%
68 13.788 1764 1770 1774 rBV2 541138 982860 12.36% 1.513%
69 14.029 1807 1811 1816 rVB3 352836 570840 7.18% 0.879%
70 14.205 1837 1841 1846 rVV5 783872 1166529 14.67% 1.795%
71 14.252 1846 1849 1854 rVB 644266 964510 12.13%  1.485%
72 14.317 1856 1860 1866 rBV7 312430 836392 10.52% 1.287%
73 14.381 1866 1871 1879 rVB 1411436 2522618 31.72%  3.883%
74 14.575 1901 1904 1966 rBV2 247412 309020 3.89% 0.476%
75 14.687 1918 1923 1932 rVB 1582332 2764353 34.76%  4.255%

76 14.793 1937 1941 1944 rBV2 325310 589963 7.42%  0.908%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS Vvial : 19 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-BG102723.MA.M
Title : SVOA CALIBRATION
77 14.981 1967 1973 1979 rBV2 1282324 2423912 30.48% 3.731%
78 15.151 1998 2002 2008 rVB3 415357 648901 8.16% ©.999%
79 15.333 2030 2033 2037 rBV5 193000 298168 3.75% 0.459%
80 15.433 2046 2050 2055 rBV2 532754 917072 11.53% 1.412%
81 15.850 2118 2121 2127 rVB4 239103 384134  4.83% 0.591%
82 15.973 2136 2142 2146 rBV 1908006 3372213 42.40% 5.190%
83 16.073 2155 2159 2165 rVB2 737838 1169103 14.70% 1.799%
84 16.273 2189 2193 2196 rBV2 242325 313781 3.95% 0.483%
85 16.485 2225 2229 2234 rVB3 650345 1132070 14.23% 1.742%
86 17.736 2437 2442 2450 rVB 1195804 1834821 23.07% 2.824%
87 17.836 2454 2459 2465 rVB2 2078269 3118175 39.21% 4.799%
88 18.565 2579 2583 2592 rVB2 1000308 1374009 17.28% 2.115%
89 20.110 2841 2846 2853 rVB 2029165 3024767 38.03% 4.656%
990 22.072 3175 3180 3186 rVB 900435 1499610 18.85%  2.308%
91 25.427 3743 3751 3762 rVB2 961942 2910625 36.60% 4.480%

Sum of corrected areas: 64970320
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance :
5o TIC: BG059590.D\data.ms
2000000
1500000 10.069
1000000
10.7971.203
500000 8.359
5.362 7.6747 o0
o 36%93%%455 4804 | 5.58827 6.320 6BATL7S 9 K
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance :
Teaso TIC: BCi(;S;);éJO.D\data.ms 20,110
15.973 ’ ’
2000000 14.687
14.381
14.981 17.7#16
1500000 18.565
14.20 22.072
16.073
16.485
1000000 14252
13.788 4.5
14.0% 7 6.27
50000031 é 226 M/JM M
R AV
e o o L B o o o et e o
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 :
5o TIC: BG059590.D\data.ms
2000000
1500000
25.427
1000000
0‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 Ethylmethylsilane Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
5.362  5.83 ng/ul 244300  1,4-Dichlorobenzene-d4  8.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylmethylsilane 74 caMesi 1000427-67-6 8@

2 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 72

3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 72
4 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 64
5 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 56
Abundance Scan 336 (5.362 min): BG059590.D\data.ms (-329) (-) m/z 45.10 100.00%

45.1
5000

5.00 5.20 5.40 5.60

| |f1033 2112 2911 370.0 452.0505.

0 _"""H‘mw"""H‘m“mwm‘uwu m/z 43.05 94.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #916: Ethylmethylsilane
45.0
5000 \‘HH‘HH’HH‘HH’\

5.00 5.20 5.40 5.60
m/z 73.05 56.72%

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

Abundance #5408: Ethanol, 2-(1-methylethoxy)-
43.0

5.00 5.20 5.40 5.60

5000 ITI z 41.10 35.03%
OML-,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)-
45.0 5.00 5.20 5.40 5.60

m/z 59.10  32.45%

m/z-->

5000
MJ “1030
O e e e

0 50 100 150 200 250 300 350 400 450 500

5.00 5.20 5.40 5.60

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:21 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.687 24.32 ng/ul 1019350 1,4-Dichlorobenzene-d4 8.353

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol acetate propio... 204 C9H1605 1000458-46-9 42
2 Butanoic acid, 3,3-dimethyl-2-(1... 172 C10H2002 054461-01-7 38
3 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 37
4 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 35
5 Heptanoic acid, 2-ethyl-, methyl... 172 C10H2002 000816-63-7 32

Abundance Scan 1072 (9.687 min): BG059590.D\data.ms (-1057) (-) m/z 87.10 100.00%

87.1
5000
—r—t =
1431 9.50 10.00
o ShaALLy T 22362730 3782 | 4660 /7 101.05  80.76%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #80944: Diethylene glycol acetate propionate
87.0
5000 e L
9.50 10.00
m/z 57.05 75.94%

o

29‘.
‘\\“\\“‘l\l‘\\\‘\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #47207: Butanoic acid, 3,3-dimethyl-2-(1-methylethyl)-, m
101.0

— T
9.50 10.00

5000 41. m/z 102.10 52.87%
H \“ H l \ 57.0
O+ttt
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #35457: Hexanoic acid, 2-ethyl-, methyl ester 1 ——
87.0 9.50 10.00

m/z 41.15 37.52%

Ll LA

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 3,3-Dimethylheptanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.069 133.48 ng/ul 7953410  Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 83
2 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 80
3 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 72
4 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 59
5 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 50
Abundance Scan 1137 (10.069 min): BG059590.D\data.ms (-1105) (- 57.05 100.00%
57.0
T
H l 1{25-1 10.00
o_"“‘uLH\HwH‘“?‘3?‘9“H_?’f“""‘(’ﬁ?ﬁ“‘?ﬁ?‘?‘?‘?f‘% m/z 83.10  63.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35349: 3,3-Dimethylheptanoic acid
57.0
5000 — :

10.00
41.10  46.37%

| ‘ 25.0
‘\\‘f\‘\l\\”\l“lf‘\\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-

57.0

o

10.00
5000 55.18  25.25%
11 N
0\**H\*“”WH“”\H**w**w**H\**H\*H*\H**\H**w**w*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35394: Hexanoic acid, 3,5,5-trimethyl-
57.0 10 00

m/z 56.10  23.79%

5000 /t
0 LU l\ L \:IF?\O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10. 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_G\Data\BG110123\
BGB59590.D

2 Nov 2023 00:07
: MA/JU
. 04952-04

: 19

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.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 6 unknown-02 Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
10.550 5.67 ng/ul 337636  Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, cyclohexyl ester 168 C10H1602 016491-62-6 22
2 N-(5-Methyl-1,3,4-thiadiazol-2-y. 212 C8H12N40S 1000459-31-5 18
3 3-Cyclohexene-1-carboxylic acid, 141 C7H11NO2 097945-19-2 16
4 1-(2-Methylallyl)azetidine 111 C7H13N 1000194-99-1 14
5 1,3-Dioxolane, 2-(3-chloropropyl... 164 C7H13C102 005978-08-5 14

Abundance Scan 1219 (10.550 min): BG059590.D\data.ms (-1213) (-
70.

m/z 70.10 100.00%

5000
141.1

-

10.50
87.10

\IMHH " \ 2124 2858 357.0 4491 532.0
e s P e e m/z

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

90.97%

o

Abundance #43052: 2-Butenoic acid, cyclohexyl ester
69.0
5000 ML“ . e
10.50
’ m/z 69.05 68.32%
153.0
O ‘ T \“\ L ‘l\ )l% \ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90417: N-(5-Methyl-1,3,4-thiadiazol-2-yl)pyrrolidine-2-ca

?

70.0
10.50
5000 ITI/Z 55.10 47 .25%
184.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21833: 3-Cyclohexene-1-carboxylic acid, 6-amino-, tran T ‘
87.0 10.50
m/z 95.10 45.21%
) JkﬂﬂWﬂWﬂkavahwﬁL
bl L WinL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 Glycine, furfuryl ester Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.891 6.97 ng/ul 415099 Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycine, furfuryl ester 155 C7H9ONO3 1000306-78-7 59
2 trans-2-Methylcyclohexanol, pent... 260 C10H13F502 1000364-13-4 43
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 38
4 Cyclopropanecarboxylic acid, 3-f... 170 C9H1403 066692-75-9 38
5 cis-2-Methylcyclohexanol, heptaf... 310 C11H13F702 1000364-12-5 38
Abundance Scan 1277 (10.891 min): BG059590.D\data.ms (-1269) (- | m/z 81.10 100.00%
81.1
5000
141.0
- oy
‘ 220.02778 446 o g 1050 1100
0 “w‘"v"‘u*ukum_u“m_“mw‘hH‘_f"f‘ﬁ:?wum m/z 97.10  79.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32570: Glycine, furfuryl ester
30.0
97.0
5000 P AL
10.50 11.00
m/z 41.15 64.34%
154.0
O‘\\ '\”"L\\ LB L L L L L B L I L R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #147381: trans-2-Methylcyclohexanol, pentafluoropropio
81.0
— —
10.50 11.00
5000 m/z 96.05 60.99%
0 Ls.p\“ | ‘h Lk 147-0204.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 A/\
Abundance #3240: Cyclohexene, 3-methyl- mwﬁm‘ Pt
81.0 10.50 11.00
m/z 70.20  49.23%
5000
0L5'p“~“w‘ a Poin )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:26 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 Furan, 2-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.997 7.72 ng/ul 459863  Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-ethyl- 96 C6H80 003208-16-0 58
2 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 53
3 Formic acid, trans-4-methylcyclo... 142 C8H1402 1000368-24-5 45
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 42
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 42

Abundance Scan 1295 (10.997 min): BG059590.D\data.ms (-1289) (- | m/z 81.10 100.00%
81.1

5000
1‘ ‘ 197.9 471.0 190
ol bid g 19792628 8626 4710 8441 n/z 97.05  32.15%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3140: Furan, 2-ethyl-
81.0
5000 T

11.00
m/z 96.05 23.59%

O%ERMJM‘WH‘w‘H‘w“w‘H‘M‘H\‘H‘M‘H\H“M‘Hw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3288: Cyclopropane, 1-methyl-1-isopropenyl- ﬁ\JQWM
81.0
a UL
11.00
5000 m/z 41.05 20.73%

i

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

Abundance  #22847: Formic acid, trans-4-methylcyclohexyl ester —
81.0 11.00

m/z 55.10 20.68%

o

5000

Ol-ﬂ”HJ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:27 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 unknown-03 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.720 6.19 ng/ul 368794 Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 47
2 Isoborneol 154 C10H180 000124-76-5 40
3 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 38
4 N',N""'-Ethanediylidenebis(2-fur... 274 C12H1ON404 1000225-12-4 32
5 6-Methylhept-4-en-1-yl isobutyrate 198 C12H2202 1215128-03-2 28
Abundance Scan 1418 (11.720 min): BG059590.D\data.ms (-1413) (- | m/z 95.10 100.00%
95.1
- Mﬂw\/
= =
JH ‘ } 11.50 12.00
ob Ml ] 0, 2711 229.7 3098 381.9435.0 501 1/, 119,10  29.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6528: Ethanone, 1-(2-furanyl)-
95.0
5000 R
11.50 12.00
39.0 m/z 102.10  28.81%
O l‘“‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30935: Isoborneo
95.0
R
11.50 12.00
5000 m/z 87.00 26.74%
41.0
0 H\\WM‘JM‘ H‘ﬁ““o“_ww_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6529: Ethanone, 1-(2-furanyl)- = R
95.0 11.50 12.00
m/z 55.10 26.63%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:30 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 2-Furanecarboxylic acid, 3,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.890 19.98 ng/ul 1190376  Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Furanecarboxylic acid, 3,5-dim... 222 C13H1803 1000278-87-2 59
2 Tricyclo[4.3.1.1(3,8)]undecan-1-01 166 C11H180 031061-64-0 50
3 endo-Borneol 154 C10H180 000507-70-0 50
4 1,7,7-Trimethylbicyclo[2.2.1]hep... 154 C10H180 010385-78-1 50
5 Cyclohexene, 1-methyl-3-(1-methy... 138 C10H18 013828-31-4 49
Abundance Scan 1447 (11.890 min): BG059590.D\data.ms (-1439) (- | m/z 95.10 100.00%
gl:
. S
‘ 1 ‘ ’ 11.50 12.00
Ob . ikpkk 153221112701 3668 4443 548 69 10  35.93%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #101524: 2-Furanecarboxylic acid, 3,5-dimethylcyclohexy
95.0
5000 — ~——
11.50 12.00
% l m/z 110.10  27.29%
O‘\\H\M‘J‘\“\\ﬂ\‘\‘\\\‘\\\\2‘\2%\()‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41417: Tricyclo[4.3.1.1(3,8)]undecan-1-ol
95.0
T P
11.50 12.00
5000 m/z 111.05 26.97%
166.0
o ¥ S ST
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30950: endo-Borneol . L ‘
95.0 11.50 12.00
m/z 55.05 24.92%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:31 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 14 Thiophane, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.008 11.40 ng/ul 679456  Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophane, propyl- 130 C7H14S 001551-34-4 64
2 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 59
3 Thiophane, propyl- 130 C7H14S 001551-34-4 56
4 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 50
5 1-(trans-4-Hydroxytetrahydro-2-f... 216 C8H9FN204 1000281-70-3 45

Abundance Scan 1467 (12.008 min): BG059590.D\data.ms (-1457) (- | m/z 87.10 100.00%
87.1

N

5000
T i
\“ I ‘1 h M h55-1213 12740 3539 4297 530.1 12.00
O s e e e m/z 41.05 22.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15591: Thiophane, propyl-
87.0
5000 —
12.00
m/z 130.00 19.97%
O‘\H\““Hl\“r“‘l‘L‘\!\‘H\\‘\\H‘\H\‘H\\‘\\\\‘\\\\‘\\H‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9406: Hydrazine, 1-ethyl-1-(1-methylpropyl)-
87.0
S T ‘ \M\ T \AA‘\ ‘
12.00
5000 m/z 69.05 18.55%

ZWM ) \

5

0 ' H A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15590: Thiophane, propyl- T ‘
87.0 12.00
m/z 116.10 17.71%
5000
ZIW
o‘u“““‘mJ‘H"w"‘H"HwH_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:33 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 16 unknown-04 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.225 8.98 ng/ul 535029 Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 38
2 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 38
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 38
4 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 38
5 Ethanone, 1-(1H-pyrazol-4-yl)- 110 C5HEN20 025016-16-4 38

Abundance Scan 1504 (12.225 min): BG059590.D\data.ms (-1498) (- | m/z 95.10 100.00%

95.1
5000
39.

12.00 12.50
156.2 2252 516.9
0 Hm‘m« hro2283.1 3498 | 4535509 4z s5.10  59.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6741: Cyclohexene, 3,5-dimethyl-
95.0
5000 — ——
12.00 12.50

39.0 m/z 41.10 58.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6772: trans-3,5-Dimethylcyclohexene
95.0

12.00 12.50

O

5000 m/z 97.05 54.57%
39.0
ol \“w”alﬂh
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6791: 1,4-Pentadiene, 2,3,3-trimethyl- —— ——
95.0 12.00 12.50

m/z 69.10  54.55%

5000
3 .%
0 “HHM‘ : —

L
T T e e e ™

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:34 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 18 unknown-@5 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.360 9.82 ng/ul 585375 Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-5-heptafluorobutyry... 324 C12H15F702 1000216-63-8 38
2 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 35
3 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 091884-67-2 35
4 Cyclopropane, 2-(1,1-dimethyl-2-... 166 C12H22 074663-76-6 35
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 35
Abundance Scan 1527 (12.360 min): BG059590.D\data.ms (-1523) (- | m/z 95.10 100.00%
95.1
1200 1250
161.2 ) 343.9402.4 : :
of STHMAIAL D2, 2443 343940244611 5261 " g1 65 89.93%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #228330: 1,3-Dimethyl-5-heptafluorobutyryloxycyclohexa
95.0
5000 — —
12.00 12.50
39 m/z 41.85 48.98%
T
O\\\\“‘\}u!\i\‘\f\‘\l\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
95.0
— —
12.00 12.50
50001 39.0 m/z 55.15 40.907%
OHMMhWNM‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘H‘w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #6807: Cyclopentane, 1,2-dimethyl-3-methylene-, cis- — —
95.0 12.00 12.50
m/z 110.10 36.02%
5000
R7. ‘
OJM“‘,, = —
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00 12.50

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:35 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.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 20 4-Ethylcyclohexene Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.483  5.37 ng/ul 320099 Naphthalene-ds 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethylcyclohexene 110 caHia 003742-42-5 50

richloroacetic acid, 2-ethylcyc... 272 C10H15C1302 1000282-57-3 47
,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 47

VA wWwN R
P NON D

H-1,2-Oxaborin, 2,3,3-triethyl-... 166 C10H19BO 032765-44-9 43
-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 43
Abundance Scan 1548 (12.483 min): BG059590.D\data.ms (-1543) (- | m/z 81.10 100.00%
81.1
- WU\MM
e
” 40.8 219.3276.6 351.1 4316  544. 12.50
o Wlle 21932706 3511 4316 544 2 11e.10  67.80%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #6688: 4-Ethylcyclohexene
81.0
5000 U
12.50
} m/z 113.10 39.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #162536: Trichloroacetic acid, 2-ethylcyclohexyl ester
81.0
R
12.50
5000 ITI/Z 95.10 37.47%
ozznjl}wlm-O,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #6579: 2,4-Heptadienal, (E,E)- —
81.0 12.50
m/z 55.10 36.14%
h Nx%X/\fﬂVd»JKJ/JkMJ\
o"“H\'i“l, ——
m/z--> 50 100 150 200 250 300 350 400 450 500 12.50

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:36 2023

Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 22 unknown-06 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.583 8.09 ng/ul 482067 Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-Propynyl)cyclohexanol 138 C9H140 000697-37-0 43
2 Cyclohexene, 3-(iodomethyl)- 222 C7H11I 034825-94-0 38
3 Bicyclo[2.2.1]heptan-2-one, 5,5,... 152 C10H160 003649-86-3 35
4 3-Hydroxypyridine monoacetate 137 C7H7NO2 017747-43-2 35
5 2-Isopropylimidazole 110 C6H1ON2 036947-68-9 35

Abundance Scan 1565 (12.583 min): BG059590.D\data.ms (-1561) (- | m/z 95.10 100.00%
95.1

£

5000/ 41.1
1250 |
55.0 .
289.
o slw““"‘ﬂ I 23272898 4106 4794 ;11110 49.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20193: 1-(1-Propynyl)cyclohexano
95.0
5000 LWL . :
12.50
39.0 m/z 41.10 47 .05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #102297: Cyclohexene, 3-(iodomethyl)-
95.0
T T
12.50
5000 ITI/Z 81.10 46.96%
41.0
o‘”'“*h155-0222-0
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #29361: Bicyclo[2.2.1]heptan-2-one, 5,5,6-trimethyl-, exo
95.0

1 \
12.50

m/z 69.10  45.74%

50007 4

Ll

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50

152.0

3

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:37 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 23 Cyclopentane, 1,2-dimethyl-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.777 7.42 ng/ul 442201 Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 091884-67-2 60
2 3-Pyridinol-1-oxide 111 C5H5NO2 006602-28-4 53
3 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 49
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 47
5 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 47

Abundance Scan 1598 (12.777 min): BG059590.D\data.ms (-1593) (- | m/z 95.10 100.00%
L

95.1
5000

T
12.50 13.00

36 “LH 153.1 268.0 359.6 468.0 546.!
|

0 Wb 2255 2900 9990 AR8R 280 m/z 111.10  90.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6807: Cyclopentane, 1,2-dimethyl-3-methylene-, cis-
95.0
5000 ~ e
27. 12.50 13.00

" m/z 69.05 49.43%
Il

\l‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6840: 3-Pyridinol-1-oxide
95.0

T
12.50 13.00

o

5000 m/z 110.10 46.77%
28.
o_J'HWM S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6741: Cyclohexene, 3,5-dimethyl- T —
95.0 12.50 13.00

m/z 41.15 29.93%

il M\MN\AMW

0 el e e e — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 24 3-Penten-2-one, 3,4-dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.930 11.68 ng/ul 695889  Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 3,4-dimethyl-, s... 169 C8H15N30 016983-60-1 53
2 3-Pyridinol-1-oxide 111 C5H5NO02 006602-28-4 47
3 4-Pyridinol-1-oxide 111 C5H5NO2 006890-62-6 47
4 3-Aminopyrazine 1-oxide 111 C4H5N30 006863-77-0 27
5 Methyl-2-thiophene carboxylate 142 C6H602S 005380-42-7 27

Abundance Scan 1624 (12.930 min): BG059590.D\data.ms (-1620) (- | m/z 111.20 100.00%

111.2
5000
41.1

H 1300
‘LH\‘.\.

209.2 .0 3854 . 7509.6 o
MR 2002 3090 3854449.75096 . oc g5 6o.67%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #44779: 3-Penten-2-one, 3,4-dimethyl-, semicarbazone
111.0
41.0

5000 ]

o

m/z 69.10 44.30%

I
0‘\\\\‘\‘\\‘\“\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6840: 3-Pyridinol-1-oxide
95.0
—
13.00
5000 ITI/Z 41.10 36.61%
28.
o_ﬂ'ﬂ‘h{“ﬂlm‘w‘HWH_m_H‘,‘m,uH_me_m_
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6841: 4-Pyridinol-1-oxide T
111.0 13.00

m/z 110.20 34.93%

5000
39T
0 \“\ M\ 1'\\ o

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00

SFAM-EPA-BG102723.MA.M Thu Nov 02 17:15:40 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 25 unknown-07 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.024 5.19 ng/ul 309250 Naphthalene-d8 11.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-5-trifluoroacetoxyc... 224 C10H15F302 1000216-63-7 47
2 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 45
3 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 43
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 38
5 2,6-Dimethylcyclohexyl methylpho... 208 C9H18FO02P 1005276-38-9 38

Abundance Scan 1640 (13.024 min): BG059590.D\data.ms (-1636) (- | m/z 95.10 100.00%
95.1

3

5000
T \
| |],155.3216.3 286.1 4205 31 13.00
0 22532163 2861 351.3 4205 83L' ;197 16 83.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #103511: 1,3-Dimethyl-5-trifluoroacetoxycyclohexane
95.0
5000 T ‘
13.00
39. m/z 110.10 50.49%
O‘\\\“VHW‘T“AI“I\\\\1‘6\7\.\(\)‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6741: Cyclohexene, 3,5-dimethyl-
95.0
N \
13.00
5000 ITI/Z 69.15 38.87%
39.0
OMMIMJ,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6772: trans-3,5-Dimethylcyclohexene T
95.0 13.00
m/z 41.15 34.48%
5000
39.0
AN 11— e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 26 Benzeneacetic acid, .alpha.... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.118 9.88 ng/ul 1197140  Acenaphthene-d10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-24-3 55
2 m-Tolylacetic acid 150 C9H1002 000621-36-3 53
3 p-Tolylacetic acid 150 C9H1002 000622-47-9 50
4 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-26-5 49
5 p-Tolylacetic acid 150 CSH1e02 000622-47-9 49

Abundance Scan 1656 (13.118 min): BG059590.D\data.ms (-1647) (- | m/z 105.10 100.00%
105.1

5000

S

— —
39.0 h M l ‘ 13.00 13.50
Hw Ll 0 169.1  261.5 327.2 432.2 538.; m/z 150.05 37.73%

Il
I B I B B B O B B R MR

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

Abundance  #28424: Benzeneacetic acid, .alpha.-methyl-, (S)-
105.0

o

-

5000
13.00 13.50
‘ m/z 104.10  28.59%
39. ‘
0\‘ALMW”JJH"\H“M“‘M“‘w“w“‘w“‘w“H\“H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28276: m-Tolylacetic acid
105.0
bl N A
13.00 13.50
5000 ITI/Z 77.10 28.16%
3&0"
0\*”A#Wt*\w”‘\H**w***w***w‘*w***w***w**ww**ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28266: p-Tolylacetic acid T T
105.0 13.00 13.50
m/z 95.10 26.41%
5000
45.0
0\”LMWJJJ”‘W“”\”“W‘”!”“W‘”!‘”‘W“W‘”‘\ T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 27 unknown-08 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

13.183 5.47 ng/ul 662905  Acenaphthene-di10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R(-)-1-Cyano-2-methylpyrrolidine 110 C6H1ON2 1000145-01-8 46
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 43
3 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 38
4 3,5-Octadien-2-one 124 C8H120 038284-27-4 38
5 Furan, 4-methyl-2-propyl- 124 C8H120 006148-37-4 38

Abundance Scan 1667 (13.183 min): BG059590.D\data.ms (-1662) (- | m/z 95.10 100.00%

9!:
5000

T
13.00 13.50

152.9
oMLY 2146 2926 3706 4805542 ;91119  46.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6504: R(-)-1-Cyano-2-methylpyrrolidine
95.0
5000 T AL
29. 13.00 13.50

‘ m/z 109.05  38.32%
L

‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0

1
13.00 13.50

o

5000 m/z 55.10 35.49%
0l MHM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6770: 2,4-Hexadiene, 2,5-dimethyl- —— ——
95.0 13.00 13.50

m/z 67.00  32.84%

| ‘M (] AW\M/M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 28 7-Oxabicyclo[4.3.0]nonane, ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.265 6.87 ng/ul 832297  Acenaphthene-di10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.3.0]nonane, cis- 126 C8H140 013149-01-4 52
2 5-Methyl-2-ethenyl-cyclohexane-1... 168 C10H1602 1000144-53-6 49
3 Cyclopentanecarboxylic acid, 3-e... 154 C9H1402 108451-44-1 49
4 Methylenecyclooctane 124 C9H16 003618-18-6 49
5 Undec-10-ynoic acid 182 C11H1802 002777-65-3 43

Abundance Scan 1681 (13.265 min): BG059590.D\data.ms (-1676) (- | m/z 81.10 100.00%
1

81.
5000
1531

— LI——

13.00 13.50
275.1 .

o 215227513393 4167 492.6 m/z 67.10 70.31%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13112: 7-Oxabicyclo[4.3.0]nonane, cis-
81.0

5000 — e
13.00 13.50

m/z 41.10 51.99%

“n J‘ J“ L JI J‘ ’
\\\‘\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43144: 5-Methyl-2-ethenyl-cyclohexane-1-carboxylic aci
81.0

T T
13.00 13.50

o

5000 m/z 96.05 50.77%
s W/MM
O e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #32236: Cyclopentanecarboxylic acid, 3-ethenyl-2-methy — —
81.0 13.00 13.50

m/z 95.10  49.25%

Il i\n‘..\h u \’%54-0 WU\/W/\N

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 29 unknown-09 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
13.482  4.97 ng/ul 602014 Acenaphthene-dio 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 46

001759-64-4 43
002808-76-6 43
000764-13-6 43
030434-64-1 43

yclohexene, 1,6-dimethyl- 110 C8H14
,3-Dimethyl-1-cyclohexene 110 C8H14
,4-Hexadiene, 2,5-dimethyl- 110 C8H14
-Cyclopenten-1-one, 3,4-dimethyl- 110 C7H100

uih wNnPE
NNE O

Abundance Scan 1718 (13.482 min): BG059590.D\data.ms (-1714) (- m/z 95.10 100.00%
95.1

3

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

5000
1350
53.1 225.1 .
o 36 359.9418.3 537.9 m/z 55.10 75.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6778: 1-Methyl-2-methylenecyclohexane
67.0
5000 RN
13.50
m/z 81.10 66.72%
O‘\‘\‘l\J\}m‘\“\n\f‘”’\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6739: Cyclohexene, 1,6-dimethyl-
67.0
P
13.50
5000 ITI/Z 69.10 66.33%
o_u‘lw}\vw‘ ”‘“,Jm"H‘,w‘H‘Wm_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6752: 1,3-Dimethyl-1-cyclohexene T
95.0 13.50
m/z 96.10 60.74%
- M
27. ‘
0 ”ﬁlmm,m‘w"H,H‘w“u‘u‘w“u‘u‘w“u‘u‘w‘ -

13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\

Data File : BG@59590.D

Acqg On 2 Nov 2023 00:07

Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 30 Cyclopropanecarboxylic acid... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

13.676  4.34 ng/ul 525863 Acenaphthene-die 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropanecarboxylic acid, 2-m... 168 C10H1602 030626-51-8 64
2 Ketone, 1,5-dimethylbicyclo[2.1.... 138 C9H140 024081-57-0 55
3 2-Methyl-3-propenylcyclopropanec... 154 C9H1402 118316-01-1 53
4 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 47
5 2-Furancarboxamide, N-butyl- 167 CSH13NO2 1000407-24-1 47

Abundance Scan 1751 (13.676 min): BG059590.D\data.ms (-1744) (- | m/z 95.10 100.00%
1

95.
5000
41.2
‘l

—
166.1 13.50 14.00

244.0
ALSOST 2440 3157 41314682 o154 5 36,53

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #43262: Cyclopropanecarboxylic acid, 2-methyl-3-(1-prog
95.0

o

5000 S —
13.50 14.00
29.0 168.0 m/z 41.20  33.19%
0 \“\\\‘H““\hg““\l\l““\‘H\‘H\l\“\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20299: Ketone, 1,5-dimethylbicyclo[2.1.0]pent-5-yl meth
95.0
T [ -
13.50 14.00
5000 ITI/Z 81.10 31.15%

o

43.0
1
miz--> 50 100 150 200 250 300 350 400 450

Abundance #32265: 2-Methyl-3-propenylcyclopropanecarboxylic acid 7
95.0 13.50 14.00

m/z 55.10  25.71%

5000
41.T ‘ 154.0
| H\ 1‘ Ly “H |

L

7 \
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 31 unknown-10 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.788 8.11 ng/ul 982860  Acenaphthene-dile 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Phenylenediamine 108 C6H8N2 000108-45-2 42
2 1,3-Phenylenediamine 108 C6H8N2 000108-45-2 38
3 2-Pyridinamine, 3-methyl- 108 C6H8N2 001603-40-3 30
4 1,3-Phenylenediamine 108 C6H8N2 000108-45-2 30
5 1,2-Benzenediamine 108 C6HB8N2 000095-54-5 30

Abundance Scan 1770 (13.788 min): BG059590.D\data.ms (-1764) (- | m/z 108.10 100.00%

108.1
5000
41.1

I 0

\ T
13.50 14.00

M‘.\J 164.0 2443 3248 4289 499.2
|

0 I e RS m/z 67.10 71.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5987: 1,3-Phenylenediamine
108.0
5000 — —
13.50 14.00
m/z 80.10 64.06%
53.0
O‘\\‘\‘\\i"ﬂ\m\\‘\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5989: 1,3-Phenylenediamine
108.0
T —
13.50 14.00
5000 ITI/Z 81.10 57.58%
53.0
0“MﬁNMu&,H"W“‘_“w“‘w“‘w“u“‘u“u“‘u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6021: 2-Pyridinamine, 3-methyl- — —
108.0 13.50 14.00
m/z 79.10 54.03%
5000
5&0‘
o_"wlv,"‘w'm‘\,m‘,m“m“m‘_m‘m‘_m_m_“ e —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 32 Ethyl o-methylbenzoate Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.029 4.71 ng/ul 570840  Acenaphthene-d10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 55
2 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 49
3 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 38
4 4-Aminostyrene 119 C8HSN 001520-21-4 38
5 3-(3-Methylphenyl)propionic acid 164 C10H1202 003751-48-2 35

Abundance Scan 1811 (14.029 min): BG059590.D\data.ms (-1807) (- | m/z 105.05 100.00%

105.1
5000 164.2
T I
51.1( | ‘ 14.00
ob Ml Al oL 2543 3211 39204540 .. 11910  96.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39224: Ethyl o-methylbenzoate
119.0
5000 e :
14.00
65.0 m/z 91.805 66.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39205: Ethyl o-methylbenzoate
119.0
T I
14.00
5000 ITI/Z 118.10 51.73%
65.0
o_www‘w«‘!_ N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39204: Ethyl 4-methylbenzoate s
119.0 14.00
m/z 164.15 46.60%
5000
65.0 \ ‘
0“mhfﬂuw“"\uu‘“H“‘H“‘H“‘H“‘H“‘H“‘ e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 33 2,5-Dimethylphenylacetic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.205 9.63 ng/ul 1166530  Acenaphthene-d10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 83
2 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 60
3 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 49
4 Pyridine, 5-ethenyl-2-methyl- 119 C8HSN 000140-76-1 43
5 o-Cymene 134 C1oH14 000527-84-4 30

Abundance Scan 1841 (14.205 min): BG059590.D\data.ms (-1837) (- | m/z 119.10 100.00%

119.1
5000

55.1

287.1
0! L 2885 SO0, 38T 4TI nyz 95.10  50.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39278: 2,5-Dimethylphenylacetic acid
119.0
5000 — ——
14.00 14.50
m/z 164.10  41.55%
39.0 H
O‘\\J\“\H}h\‘“\h‘\“‘I\“\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39277: 3,5-Dimethylphenylacetic acid
119.0
W\ ‘ T T ‘ T
14.00 14.50
5000 ITI/Z 118.10 27.02%
201,
Ot b b e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39252: Acetic acid, (2,4-xylyl)- s P
119.0 14.00 14.50

m/z 91.10  25.19%

5000
39.0 |
0 L

T L
IS LA AL L L B L L I B B R B I

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 34 Acetic acid, (2,4-xylyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.252 7.96 ng/ul 964510  Acenaphthene-di1e 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 86
2 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C1l0OH14 003479-89-8 64
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 59
4 .alpha.-Bromomesitylene 198 C9H11Br 027129-86-8 58
5 o-Cymene 134 C1oH14 000527-84-4 58

Abundance Scan 1849 (14.252 min): BG059590.D\data.ms (-1846) (- | m/z 119.10 100.00%

119.1
5000

511 ‘ J 14.‘00 14.‘50
o il 1822 2527 3635 4469  542. ./, 16419 29.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39252: Acetic acid, (2,4-xylyl)- JJXMJﬂAJM
119.0
5000 e S el

14.00 14.50
m/z 91.05 21.35%

390, 1, ‘
‘\\\\‘\\I\\‘I\l\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl-
119.0

—
14.00 14.50
5000 m/z 117.10  12.09%

o

=

41.0
O\H‘Mwwwwﬂ‘W"”\”‘W“”\”‘W“”\”‘W“”\”“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- P ——
119.0 14.00 14.50

m/z 120.10  10.97%

5000
51.0 ‘
0 i ﬂ \

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 35 wunknown-11 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.317 6.90 ng/ul 836392  Acenaphthene-di10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.2.1]oct-6-en-3-one 122 C8H100 003721-60-6 43
2 2(1H)-Pentalenone, 3,3a,4,6a-tet... 122 C8H100 035200-12-5 38
3 3-Tridecen-1-yne, (Z)- 178 C13H22 037981-62-7 38
4 1,4-Cyclooctadiene, (Z,Z)- 108 C8H12 016327-22-3 30
5 (Z,Z)-3,6-Dodecadien-1-0l 182 C12H220 1000427-72-9 30
Abundance Scan 1860 (14.317 min): BG059590.D\data.ms (-1856) (- | m/z 81.10 100.00%
81.1
5000 WWW
T T
164.2 281.4 415.4 477.7 14.00 14.50
0 b 2210 S S A+ m/z 122.10  88.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #11363: Bicyclo[3.2.1]oct-6-en-3-one
79.0
5000 — ——
14.00 14.50
m/z 79.05 76.56%
O\\‘\Ujf“\‘\ \M‘Lf“\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #11405: 2(1H)-Pentalenone, 3,3a,4,6a-tetrahydro-
79.0
— ——
14.00 14.50
5000 m/z 107.10 67 .30%
Ob b e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52967: 3-Tridecen-1-yne, (2)- — —
79.0 14.00 14.50
m/z 67.15 50.72%
5000
“ i
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 37 6-Fluoro-4-hydroxyquinoline Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.793 4.87 ng/ul 589963  Acenaphthene-d10 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Fluoro-4-hydroxyquinoline 163 CSH6FNO 000391-78-6 64
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 64
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 59
4 3-pyridinecarbonitrile, 2-amino-... 163 C8H9N30 1010404-44-3 59
5 Benzene, 1-(1,1-dimethylethyl)-2... 178 C12H180 000088-40-4 59

Abundance Scan 1941 (14.793 min): BG059590.D\data.ms (-1937) (- | m/z 163.10 100.00%
168.1

-

5000 91.0
et -
| L 221.0 339.1391.9 470 14.50 15.00
o bbadlili . || 221.0277.4 33913919 4704 ;0 91 o5 47.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39026: 6-Fluoro-4-hydroxyquinoline
163.0
5000 — —
108.0 14.50 15.00
m/z 135.00 45.35%
0 \\\5\01“.“!‘9\“\“‘\““\\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
e .
14.50 15.00
5000 ITI/Z 136.05 17.57%
91.0

2201).

3

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol —— ——
163.0 14.50 15.00
m/z 77.10 17.18%
- MMWAW
410 1050
A T P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 39 Mesitylacetic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.433 7.57 ng/ul 917072  Acenaphthene-d1e 14.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylacetic acid 178 C11H1402 004408-60-0 93
2 2,4,6-Trimethylbenzyl mercaptan,... 208 C12H160S 1439439-12-9 59
3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16 004706-89-2 58
4 2,3-Dihydro-1-benzofuran-5-ylace... 178 C10H1003 069999-16-2 58
5 2,4,6-Trimethylbenzyl mercaptan 166 C10H14S 021411-42-7 53
Abundance Scan 2050 (15.433 min): BG059590.D\data.ms (-2046) (- | m/z 133.05 100.00%
133.1
o m
P
a1 || 1L2 12621 360.8 4481 535, 1550
0L rladdib by SPEZ OSL  S0D.8 A0S 2 m/z 178.10  25.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52481: Mesitylacetic acid
133.0
5000 1
15.50
m/z 115.10 17.15%
39.0 | l
0 ‘\\L\LH‘L'\“\J‘\\“J\M\‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH“H\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #84944: 2 4,6-Trimethylbenzyl mercaptan, S-acetyl-
133.0
—
15.50
5000 m/z 91.10 16.51%
43.0 208.0
L M .
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)- ——
133.0 15.50
m/z 119.10  15.22%
5000
39.0
T — A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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 42 Acenaphthylene, 1,2,2a,3,4,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.485 12.34 ng/ul 1132070  Phenanthrene-d10 17.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthylene, 1,2,2a,3,4,5-hex... 158 C12H14 000480-72-8 64
2 Acenaphthylene, 1,2,2a,3,4,5-hex... 158 C12H14 000480-72-8 64
3 2-Acetoxytetralin 190 C12H1402 1000430-72-6 50
4 1,4-Ethanonaphthalen-2-0l, 1,2,3... 174 C12H140 013153-78-1 50
5 1,2-Divinylbenzene 130 C1oH1e 000091-14-5 50
Abundance Scan 2229 (16.485 min): BG059590.D\data.ms (-2225) (- | m/z 130.05 100.00%
130.1
- WJ/W\
190.1 e
65 \ 16.50
ol 2L 2850 3098 48935461 ., 159 o5  35.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #34749: Acenaphthylene, 1,2,2a,3,4,5-hexahydro-
130.0
5000 T
16.50
m/z 115.10 35.15%
a0 || ]
0 \‘\J\“l\h\“\\“‘\i\ \h‘m\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #34748: Acenaphthylene, 1,2,2a,3,4,5-hexahydro-
130.0
—
16.50
5000 m/z 128.05 21.43%
0 "“' \\“““\\\\‘\\\\‘\\\\‘\\H‘HHWHWHWH_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64579: 2-Acetoxytetralin T
130.0 16.50
m/z 190.10 20.30%
5000
43.0
Obr b4 4900 v
m/z--> 50 100 150 200 250 300 350 400 450 500 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG@59590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.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 43 Tridecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.565 14.98 ng/ul 1374010  Phenanthrene-d10 17.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 78
3 Dodecanoic acid 200 C12H2402 000143-07-7 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68

Abundance Scan 2583 (18.565 min): BG059590.D\data.ms (-2579) (- | m/z 73.10 100.00%
7’2

5000
213.2

%

MF \] 79.4 417.9 16.50
"‘M\wzupmHﬂmﬁm 3420 4179 4890 . m/z 6@.16  93.02%

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

o

Abundance #92069: Tridecanoic acid
73.0
5000 o :
171.0 18.50
“ m/z 43.18  70.68%
0 ‘ T \}1 l“‘ J \I‘\“’l ‘\M\‘\l \\‘“‘\ TTT ‘ \‘\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid

73.0

—

18.50
5000 m/z 55.10  65.84%

185.0

%M“\M\

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

o
=
&)l

*S

=

Abundance #75713: Dodecanoic acid
73.0 18.50
m/z 41.10 60.04%
5000
L 200.0
Ol\J‘M#JF ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110123\
Data File : BG059590.D

Acqg On : 2 Nov 2023 00:07
Operator : MA/JU

Sample : 04952-04

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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|
Ethylmethylsilane 5.362 5.8 ng/ul 244300 1 8.353 838398 20.0
unknown-01 9.687 24.3 ng/ul 1019350 1 8.353 838398 20.0
3,3-Dimethylhep... 10.069 133.5 ng/ul 7953410 2 11.203 1191710 20.0
unknown-02 10.550 5.7 ng/ul 337636 2 11.203 1191710 20.0
Glycine, furfur... 10.891 7.0 ng/ul 415099 2 11.203 1191710 20.0
Furan, 2-ethyl- 10.997 7.7 ng/ul 459863 2 11.203 1191710 20.0
unknown-03 11.720 6.2 ng/ul 368794 2 11.203 1191710 20.0
2-Furanecarboxy. . 11.890 20.0 ng/ul 1190370 2 11.203 1191710 20.0
Thiophane, propyl— 12.008 11.4 ng/ul 679456 2 11.203 1191710 20.0
unknown-04 12.225 9.0 ng/ul 535029 2 11.203 1191710 20.0
unknown-05 12.360 9.8 ng/ul 585375 2 11.203 1191710 20.0
4-Ethylcyclohexene 12.483 5.4 ng/ul 320099 2 11.203 1191710 20.0
unknown-06 12.583 8.1 ng/ul 482067 2 11.203 1191710 20.0
Cyclopentane, 1... 12.777 7.4 ng/ul 442201 2 11.203 1191710 20.0
3-Penten-2-one,... 12.930 11.7 ng/ul 695889 2 11.203 1191710 20.0
unknown-07 13.024 5.2 ng/ul 309250 2 11.203 1191710 20.0
Benzeneacetic a... 13.118 9.9 ng/ul 1197140 3 14.986 2423910 20.0
unknown-08 13.183 5.5 ng/ul 662905 3 14.986 2423910 20.0
7-Oxabicyclo[4.... 13.265 6.9 ng/ul 832297 3 14.986 2423910 20.0
unknown-09 13.482 5.0 ng/ul 602014 3 14.986 2423910 20.0
Cyclopropanecar... 13.676 4.3 ng/ul 525803 3 14.986 2423910 20.0
unknown-10 13.788 8.1 ng/ul 982860 3 14.986 2423910 20.0
Ethyl o-methylb... 14.029 4.7 ng/ul 570840 3 14.986 2423910 20.0
2,5-Dimethylphe... 14.205 9.6 ng/ul 1166530 3 14.986 2423910 20.0
Acetic acid, (2... 14.252 8.0 ng/ul 964510 3 14.986 2423910 20.0
unknown-11 14.317 6.9 ng/ul 836392 3 14.986 2423910 20.0
6-Fluoro-4-hydr.. 14.793 4.9 ng/ul 589963 3 14.986 2423910 20.0
Mesitylacetic ac1d 15.433 7.6 ng/ul 917072 3 14.986 2423910 20.0
Acenaphthylene,... 16.485 12.3 ng/ul 1132070 4 17.736 1834820 20.0
Tridecanoic acid 18.565 15.0 ng/ul 1374010 4 17.736 1834820 20.0
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