LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc :

ALS Vvial : 28 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@1080@9.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.246 23 27 38 rVB2 360104 477044 0.21% 0.051%
2 3.646 88 95 103 rBV3 225424 938284 0.41% 0.100%
3 6.234 529 535 546 rVW 976752 1713098 0.74% 0.183%
4 6.928 643 653 665 rVB 13358105 22902239 9.94%  2.442%
5 7.063 670 676 686 rVV 1078697 1622231 0.70% 0.173%
6 7.252 703 708 716 rVB 1369627 2112286 0.92% 0.225%
7 7.722 780 788 794 rBV 647917 1053095 0.46% 0.112%
8 7.805 794 802 815 rBV 1857442 5222939 2.27% ©.557%
9 7.946 821 826 833 rVB 392086 661702 0.29% 0.071%
106 8.399 892 903 905 rBV2 403784 967812 0.42% 0.103%
11  8.434 905 909 914 rVB 980249 1494745 0.65% 0.159%
12 8.499 914 920 925 rBV 1099948 1982899 0.86% 0.211%
13 8.881 978 985 991 rVV 1027185 1785165 ©.77% 0.190%
14  9.099 1012 1022 1027 rBV 395374 995214 0.43% 0.106%
15 9.222 1036 1043 1047 rBV6 221133 534133 0.23% 0.057%
16 9.334 1057 1062 1070 rBV 446588 797228 ©.35% 0.085%
17 9.416 1070 1076 1084 rBv4 370383 1065630 0.46% 0.114%
18 9.499 1084 1090 1097 rVB 966702 1671168 0.72% 0.178%
19 9.569 1097 1102 1104 rBV2 599603 991758 0.43% 0.106%
20 9.599 1104 1107 1113 rVB 955523 1509931 0.66% 0.161%
21 9.704 1118 1125 1128 rBV 4356822 7986349 3.46% 0.852%
22 9.734 1128 1130 1137 rVB2 4427674 6451399 2.80% 0.688%
23 9.916 1155 1161 1164 rBV2 625403 1268399 0.55% 0.135%
24 9.981 1164 1172 1178 rBV2 3550799 10432813 4.53% 1.113%
25 10.034 1178 1181 1187 rVB 2539904 3924549 1.70% 0.419%
26 10.140 1187 1199 1201 rBV2 2554872 5405877 2.35% 0.577%
27 10.228 1210 1214 1218 rBV3 721634 1192520 0.52% 0.127%
28 10.346 1225 1234 1240 rBV7 1285294 4233155 1.84% 0.451%
29 10.404 1241 1244 1246 rVV2 1037207 1563670 0.68% 0.167%
30 10.516 1246 1263 1268 rVV3 46601431 217720886 94.45% 23.220%

31 10.557 1268 1270 1281 rVB3 2441466 4529254 1.96% 0.483%
32 10.710 1286 1296 1301 rBV6 1694213 4291130 1.86% 0.458%
33 10.763 1301 1305 1307 rBV 571145 839464 0.36% ©0.090%
34 10.804 1307 1312 1319 rVB3 1909407 3884192 1.69% 0.414%
35 10.910 1319 1330 1336 rBV 29471038 58843126 25.53% 6.276%

36 11.075 1354 1358 1361 rBV 569277 948144 0.41% 0.101%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc :

ALS Vvial : 28 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 11.122 1361 1366 1369 rVB 1065819 1675921 0.73% 0.179%
38 11.257 1383 1389 1394 rBV5 355220 873697 ©.38% 0.093%
39 11.322 1394 1400 1405 rBV3 698259 1323364 0.57% 0.141%
40 11.416 1405 1416 1420 rBVv1ie 987550 3416232 1.48% 0.364%

41 11.510 1423 1432 1436 rVB4 1750301 4576911 1.99% ©.488%
42 11.557 1436 1440 1445 rVB3 2990988 5228174 2.27% 0©.558%
43 11.604 1445 1448 1452 rVB3 441613 589665 0.26% 0.063%
44 11.675 1452 1460 1464 rBV2 2629221 6702229 2.91% ©.715%
45 11.746 1468 1472 1475 rBV4 1443346 2527381 1.10% ©.270%

46 11.810 1480 1483 1486 rVV 5318435 7387303 3.20% ©.788%
47 11.840 1486 1488 1490 rVV2 1635807 1887047 ©.82% 0.201%
48 11.963 1490 1509 1513 rVV3 46755076 230513934 100.00% 24.584%
49 12.022 1515 1519 1521 rVV2 1778175 3104113 1.35% 0.331%
50 12.057 1521 1525 1528 rVV3 2382375 4908019 2.13% 0.523%

51 12.087 1528 1530 1534 rVV2 2440398 2902734 1.26% ©0.310%
52 12.157 1534 1542 1546 rVV 1337620 3036112 1.32% 0.324%
53 12.245 1546 1557 1566 rVB6 2241533 7454908 3.23% 0.795%
54 12.510 1594 1602 1607 rBV8 223973 591606 0.26% ©.063%
55 12.734 1632 1640 1643 rBV2 1232630 2326439 1.01% 0.248%

56 12.775 1643 1647 1658 rVB 3166180 4798076 2.08% ©0.512%
57 12.945 1669 1676 1683 rBV9 174051 527525 0.23% 0.056%
58 13.257 1718 1729 1733 rBV2 49637582 117881217 51.14% 12.572%
59 13.345 1740 1744 1751 rVB 1393016 1941259 0.84% 0.207%
60 13.604 1781 1788 1792 rVV 26614620 40542658 17.59% 4.324%

61 13.645 1792 1795 1802 rVV 10667844 14031436 6.09% 1.496%

62 13.710 1802 1806 1814 rVV 3140035 4363522 1.89% 0.465%
63 13.810 1814 1823 1827 rVV2 1752015 3118924 1.35% ©.333%
64 13.845 1827 1829 1838 rVB 668328 951127 ©0.41% 0.101%
65 14.075 1861 1868 1876 rVB 2155615 3514898 1.52% ©.375%
66 14.151 1876 1881 1885 rBV 1358467 1748993 0.76% 0.187%
67 14.245 1893 1897 1901 rBV 1199418 1620588 0.70% 0.173%
68 14.316 1906 1909 1915 rVB2 448456 629583 0.27% 0.067%
69 14.381 1915 1920 1925 rBvV2 1113131 1833422 0.80% 0.196%
70 14.434 1925 1929 1935 rVB 1401248 1910115 0.83% 0.204%
71 14.581 1950 1954 1958 rBV2 351786 497582 ©.22% 0.053%
72 14.634 1958 1963 1967 rBV 2486268 3243855 1.41% 0.346%
73 14.881 2001 2005 2008 rVB 701578 874570 ©.38% 0.093%
74 14.928 2008 2013 2021 rVB3 446349 859679 ©.37% 0.092%
75 15.063 2032 2036 2046 rBV 2995379 4099648 1.78% ©.437%

76 15.257 2065 2069 2074 rVB 924249 1143628 0.50% 0.122%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc :

ALS Vvial : 28 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 15.375 2084 2089 2097 rBV 2623298 4019634 1.74% 0.429%
78 15.492 2105 2109 2115 rBV2 833954 1359359 0.59% 0.145%
79 15.551 2115 2119 2127 rVB 885978 1293368 0.56% 0.138%
80 15.834 2163 2167 2173 rVB 795746 1096878 0.48% 0.117%
81 16.075 2202 2208 2217 rBV 898721 1637255 0.71% 0.175%
82 16.439 2266 2270 2275 rVB 1063208 1319919 0.57% 0.141%
83 16.898 2344 2348 2354 rVB 866720 1326497 0.58% 0.141%
84 17.139 2384 2389 2398 rVB 1230762 1970624 0.85% 0.210%
85 17.239 2401 2406 2418 rVB2 2940714 4269139 1.85% 0.455%
86 17.528 2451 2455 2463 rBV2 376795 710172 0.31% 0.076%
87 18.057 2541 2545 2555 rBV 1000501 1548921 0.67% 0.165%
88 18.263 2576 2580 2587 rBV 1231185 1832688 ©0.80% 0.195%
89 19.304 2753 2757 2767 rBV2 633809 947517 0.41% 0.101%
90 19.486 2783 2788 2793 rBV 3411388 4473777 1.94% 0.477%
91 19.545 2793 2798 2813 rVB 6599229 8432496 3.66% 0.899%
92 20.098 2888 2892 2902 rBV4 454383 823734 0.36% 0.088%
93 20.363 2934 2937 2941 rBV 667137 724043 0.31% 0.077%
94 20.739 2996 3001 3005 rBV3 525343 797475 ©.35% 0.085%
95 20.863 3018 3022 3030 rBV3 935539 1608773 0.70% 0.172%
96 20.986 3039 3043 3049 rVB2 2007967 2432317 1.06% 0.259%
97 21.251 3085 3088 3094 rVB 1616403 1848017 ©0.80% 0.197%
98 21.533 3132 3136 3141 rVB 623101 801110 ©0.35% ©0.085%
99 23.468 3458 3465 3474 rVB2 2715380 5240158 2.27% 0.559%
100 23.621 3486 3491 3501 rVB2 1004685 1971531 0.86% 0.210%

Sum of corrected areas: 937657024
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\

Data File : BP@10809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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

Abundance
5e+07

4e+07

3e+07

2e+07

1e+07

3.246 3.646

TIC: BP010809.D\data.ms
10.516

10.910

6.928

6.234 08252 7750845 4499 8 8% 0cppd €590,

X
L I B R I

o

Time--> 350 400 450 500 5.50

6,00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
5e+0719 963 13.p57

4e+07

3e+07 13.604

2e+07

131645

1 .3451:

le+07

19 AT
P
2

P12 50 1%

TIC: BP010809.D\data.ms

20.098.36¢

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 1750 18.00 1850 19.00 19.50 20.00

= N NANVVN A.
[ L L L L L L B LI B |

Abundance
5e+07

4e+07

3e+07

2e+07

1le+07

202 6.25} 533

TIC: BP010809.D\data.ms

23%?%21

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 1 2-Methyl-1-hexanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.234 32.53 ng/ul 1713100 1,4-Dichlorobenzene-d4 7.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 83
2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 64
3 Hexane, 1-propoxy- 144 C9H200 053685-78-2 59
4 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 53
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
Abundance Scan 535 (6.234 min): BP010809.D\data.ms (-529) (-) m/z 43.10 100.00%
43.1
5000
\ } ’ 6.00 6.20 6.40 6.60
ol AlL115.1 1927 267.13262384.34411 5260 ./, 41,05  38.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9457: 2-Methyl-1-hexanol
43.0
5000 L LR B BN R R
6.00 6.20 6.40 6.60
m/z 56.05 35.43%
O\L‘\’\\1’\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
R R AN
6.00 6.20 6.40 6.60
5000 m/z 69.05 25.15%
0 129.0
 EAa R AR R EABARssEEEESS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24391: Hexane, 1-propoxy-
43.0 6.00 6.20 6.40 6.60
m/z 57.05 24.95%
- /\J\J/M
0+ ‘{“H""H‘Wm‘H‘W‘H‘m‘_mewuwmw N an s A A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 2 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.805 99.19 ng/ul 5222940 1,4-Dichlorobenzene-d4 7.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 59
Abundance Scan 802 (7.805 min): BP010809.D\data.ms (-794) (-) m/z 57.05 100.00%
57.0
5000 /l
REEEER R
{ \ 7.40 7.60 7.80 8.00 8.20
Olprrrbd b1 1421 207.9 28113425 44365050 m/z 41.e5  35.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 RN AR RN R
7.40 7.60 7.80 8.00 8.20
m/z 43.05 30.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
o ABaREamE S
7.40 7.60 7.80 8.00 8.20
5000 m/z 55.00 26.79%
R R RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl- R T A
57.0 7.40 7.60 7.80 8.00 8.20
m/z 56.05 21.20%
o‘H\““W}[«MuH‘Hwm,‘HwmwH_m_m_m_ A e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 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 : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 3 unknown-01 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.946  12.57 ng/ul 661702 1,4-Dichlorobenzene-d4 7.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Furanone, dihydro-3,3-dime... 114 C6H1002 003709-08-8 47
2 1,4-Dioxaspiro[2.4]heptan-5-one,... 142 C7H1003 126091-79-0 37
3 Decane, 4-methylene- 154 C11H22 024949-41-5 37
4 2,5-Dimethyl-5-hexen-3-o0l 128 C8H160 067760-91-2 33
5 [1,4]Dioxino[2,3-b]-1,4-dioxin, ... 202 C10H1804 038737-48-3 33
Abundance Scan 826 (7.946 min): BP010809.D\data.ms (-821) (-) m/z 56.00 100.00%
56.0
5000
T
‘ l LA 0 7.60 7.80 8.00 8.20
oA T 2070 2810 3491 414647655347 /7 43.05  92.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8264: 2(3H)-Furanone, dihydro-3,3-dimethyl-
56.0
5000 L L ELALELL B R I
7.60 7.80 8.00 8.20
m/z 73.10 64.58%
10
O \\\‘\\‘\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0
e AREREEREmE
7.60 7.80 8.00 8.20
5000 m/z 55.00 46.77%
113.0
T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31427: Decane, 4-methylene- T
56.0 7.60 7.80 8.00 8.20
m/z 41.05 39.58%
5000
h ‘ 154.0
Y PG 4 S
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 : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 4 Hexanoic acid, 2-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.099 18.90 ng/ul 995214  1,4-Dichlorobenzene-d4 7.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72

Abundance Scan 1022 (9.099 min): BP010809.D\data.ms (-1012) (-) m/z 73.00 100.00%
73.0

N

5000
T
‘ ’ 1[ 8.80 9.00 9.20 9.40
Of - Al 439.9 208.9 283.0345.0404.3463.9 5350 ./, gg. @0  82.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 L L B B R
29, 8.80 9.00 9.20 9.40
m/z 41.05 36.12%
0‘\\\H‘““\l\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
T RARam e
8.80 9.00 9.20 9.40
5000 m/z 57.05 32.91%
0 144.0
e a Ha o o e o AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24101: Hexanoic acid, 2-ethyl-  ERmmaEERTEEEE
88.0 8.80 9.00 9.20 9.40
m/z 55.00 26.22%
5000
29.f
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 6 Phenol, p-tert-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.963 21.18 ng/ul 230514000 Naphthalene-d8 10.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 86
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 86
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1@H140 000088-18-6 80
4 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 72
5 1,3-Cyclopentadiene, 1,3-bis(1-m... 150 C11H18 123278-27-3 64

Abundance Scan 1509 (11.963 min): BP010809.D\data.ms (-1490) (- m/z 135.05 100.00%

135.1
5000

77.
ﬂ ] 1200
fal

_JJ ‘“‘AMLW 209.1267.0 334.7 398645895174 /7 107.05  86.34%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0
—r—

5000
12.00

150.05 46.40%

41.0
‘\\\‘\“\A\L\\H‘l\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
135.0

o

o

12.00
5000 ITI z 95.05 26.65%
77.0
0150
R w B e  RRARRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)-

135.0 1200

m/z 136.05 22.81%

5000
77.
0]-5 UML

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 8 n-Decanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.734  25.38 ng/ul 2326440  Acenaphthene-d10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 95
2 n-Decanoic acid 172 C10H2002 000334-48-5 89
3 n-Decanoic acid 172 C10H2002 000334-48-5 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 59

Abundance Scan 1640 (12.734 min): BP010809.D\data.ms (-1632) (- m/z 60.00 100.00%

60.0
5000 149.1

‘ 12.50 13.00
0 ddlih | | 214.9 2810 35824150475.15863 1/, 73.66  95.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46966: n-Decanoic acid
73.0
5000 = —_
12.50 13.00
m/z 41.05 60.77%

o

‘ 143.0
\”‘M‘”‘Mw”!”‘W‘”‘W‘”\”‘W‘”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

60.0

12.50 13.00
m/z 55.05 57.61%
5000 129.0
O e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46965: n-Decanoic acid ! !
60.0 12.50 13.00

m/z 43.10 53.02%

5000 129.0 L'J\‘//
0 HJ MM ‘ ——

m/z--> 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_P\Data\BP062422\
Data File : BP@10809.D

Acqg On : 25 Jun 2022 00:03

Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 9 Propofol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.775 52.34 ng/ul 4798080  Acenaphthene-di10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propofol 178 C12H180 002078-54-8 97
2 Propofol 178 C12H180 002078-54-8 97
3 Propofol 178 C12H180 002078-54-8 96
4 Propofol 178 C12H180 002078-54-8 94
5 Propofol 178 C12H180 002078-54-8 94

Abundance Scan 1647 (12.775 min): BP010809.D\data.ms (-1643) (- m/z 163.10 100.00%
163.1
5000
91\.ol l 12.50 13.00
Obrrrtpk by || 2495 326.938584455503.9 /7 178,16 25.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52790: Propofol
163.0
5000 —r— ——
12.50 13.00
m/z 117.00  20.34%
91.0
O‘\z\z\‘%?"\l\”\\\‘“‘\lul\l\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
163.0 A
—
12.50 13.00
5000 m/z 91.00 14.82%
91.0
27.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52792: Propofol —— ——
163.0 12.50 13.00
m/z 121.00 12.82%
5000
91.0U l
SR VS 1 ——— S N—
m/z--> 0 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 : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.945 5.75 ng/ul 527525  Acenaphthene-d10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055499-02-0 43
2 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 38
3 2-Butenoic acid, 2-methyl-, 3-me... 168 C10H1602 083783-86-2 30
4 2-Undecene, 8-methyl-, (Z)- 168 C12H24 074630-44-7 25
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 15
Abundance Scan 1676 (12.945 min): BP010809.D\data.ms (-1669) (- m/z 43.00 100.00%
43.0
5000
125.1
—r—
13.00
ol |208.9267.1 343.1401.14610 5383 /7 69.05 97.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43573: 3-Decene, 2,2-dimethyl-, (E)-
69.0
5000 T
13.00
m/z 55.00 93.03%
LU 0
0‘\\\\“\ \\“‘\l\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
—
13.00
5000 m/z 83.00 89.39%
0 15.0 153.0 2240 308.0
T e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43221: 2-Butenoic acid, 2-methyl-, 3-methyl-2-butenyl e T
69.0 13.00
m/z 41.05 87.52%
5000
T 168.0
O . T B A s I P
m/z--> 0 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 : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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

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

Peak Number 11 Phenol, 2,4-bis(1-methyleth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.257 1285.91 ng/ul 117881000 Acenaphthene-dle 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 90
2 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 78
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 76
4 Propofol 178 C12H180 002078-54-8 72
5 Phenol, 2-(1,1-dimethylethyl)-4-... 178 C12H180 000096-70-8 64

Abundance Scan 1729 (13.257 min): BP010809.D\data.ms (-1718) (-
168.2

m/z 163.15 100.00%

L

13.00 13.50

5000
QI.T
ol rrbiad l.,hm |1 2219 299.0357.1416.0475.8534.1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)-
163.0
5000
43.0
okl AP30
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

163.0

5000

43.0 103.0

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

Abundance #52840: 6-tert-Butyl-2,4-dimethylphenol
163.0

o

5000

91.0
27.
| h W“n l ‘l‘ ‘ lh WHL\ "

m/z 178.15 57.93%

L

13.00 13.50

m/z 121.05 38.74%

L

13.00 13.50

m/z 164.15  28.44%

I

13.00 13.50

m/z 107.05 21.50%

o

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

ﬂ

13.00 13.50

SFAM-EPA-BP062322.M Tue Jun 28 14:19:17 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 12 Vanillin Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.345 21.18 ng/ul 1941260  Acenaphthene-d10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
3 Vanillin 152 C8H803 000121-33-5 97
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96

Abundance Scan 1744 (13.345 min): BP010809.D\data.ms (-1740) (] ' m/z 151.00 100.00%
151.0

%

5000
81.0
— —T—
13.00 13.50
213.0
Olrrrk {llw”hhwm“ {\ L i 2813 384.4 4551 5401 /7 152.00  97.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29934: Vanillin
151.0
5000 — —
81.0 13.00 13.50
m/z 81.00 31.38%
()]-S-QIJH”‘\‘l \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
151.0
— 7
13.00 13.50
5000 ITI/Z 109.00 20.45%
81.0
15.0
(R R R R R ARARER
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29937: Vanillin “ ——
152.0 13.00 13.50
m/z 123.00 17.46%
5000
81.0
sl e U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 13 Phenol, 2,5-bis(1-methyleth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.604 442.26 ng/ul 40542700  Acenaphthene-di10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propofol 178 C12H180 002078-54-8 97
2 Phenol, 2,5-bis(1-methylethyl)- 178 C12H180 035946-91-9 95
3 Propofol 178 C12H180 002078-54-8 94
4 Propofol 178 C12H180 002078-54-8 94
5 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 90
Abundance Scan 1788 (13.604 min): BP010809.D\data.ms (-1781) (- m/z 163.10 100.00%
163.1
5000
91 0 | ‘ 13.50 14.00
ol bk by || 2200277 5337.030a 545145079 1 17510 25.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52792: Propofol
163.0
5000 M
13.50 14.00
m/z 121.00  16.53%
91.0 ‘
O \\\‘\\‘\\““‘\“\‘M\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
163.0 j\/\A
—
13.50 14.00
5000 m/z 164.10 13.28%
91.0
O bbb b e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52794: Propofol —
163.0 13.50 14.00
m/z 107.00 11.64%
5000
91.0
m/z--> 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 : BP@10809.D

Acqg On : 25 Jun 2022 00:03

Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
: 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 Phenol, 3,5-bis(1-methyleth... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.645 153.06 ng/ul 14031400  Acenaphthene-di1e 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,5-bis(1-methylethyl)- 178 C12H180 026886-05-5 97
2 Benzene, 1-(1,1-dimethylethyl)-4... 178 C12H180 017269-94-2 90
3 3-tert-Butyl-2-hydroxybenzaldehyde 178 C11H1402 024623-65-2 86
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 81

5 5'-Hydroxy-2',3",4"'-trimethylace... 178 C11H1402 013667-28-2 81

Abundance Scan 1795 (13.645 min): BP010809.D\data.ms (-1792) (- m/z 163.10 100.00%
163.1
5000
43.1
| W 13.50 14.00
Ol b bludyl | | 22282819  3719430.1491.8549. /7 178,10  46.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52839: Phenol, 3,5-bis(1-methylethyl)-
163.0
5000 T T j\/\A T T T T
13.50 14.00
QLT m/z 135.05 42.94%
O‘\\\\“’m\ll\l“\‘“‘h\m\“\ll\“‘l\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
163.0
— —
13.50 14.00
5000 ITI/Z 121.00 38.10%
o 41.0 105.0
e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ﬂﬁﬁ
Abundance #52595: 3-tert-Butyl-2-hydroxybenzaldehyde —
163.0 13.50 14.00
m/z 107.00 24.76%
5000
QLT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

SFAM-EPA-BP062322.M Tue Jun 28 14:19:20 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 15 4-tert-Butyl-2,6-dimethylph... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.710  47.60 ng/ul 4363520  Acenaphthene-di10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butyl-2,6-dimethylphenol 178 C12H180 000879-97-0 91
2 Phenol, 2-(1,1-dimethylethyl)-4-... 178 C12H180 000096-70-8 87
3 Benzene, 1-(1,1-dimethylethyl)-2... 178 C12H180 000088-40-4 83
4 Propofol 178 C12H180 002078-54-8 83
5 Propofol 178 C12H180 002078-54-8 81

Abundance Scan 1806 (13.710 min): BP010809.D\data.ms (-1802) (- m/z 163.10 100.00%
168.1

5000
91.? l 13.50 14.00
Ol bbbl || 222.4281.1 355.1414.2474.45326 1/, 178,10  26.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52842: 4-tert-Butyl-2,6-dimethylphenol
163.0
5000 — M T
13.50 14.00
m/z 135.00 24.11%
91.0
O‘\2\9\.‘\;)‘"\‘\“\\\‘h\lw‘\“\l’\\‘\\‘\H\‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
163.0
L — T
13.50 14.00
5000 m/z 107.00 18.13%
91.0
29.0

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

Abundance #52911: Benzene, 1-(1,1-dimethylethyl)-2-methoxy-4-me — ——
163.0 13.50 14.00

m/z 164.05 12.19%

5000

105.0
410 ‘ l ‘
0 e \ bl 4

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 : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 16 Benzofuran, 2,3-dihydro-2,2... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.151 19.08 ng/ul 1748990  Acenaphthene-d10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2,3-dihydro-2,2,5,6-... 176 C12H160 063577-97-9 90
2 Benzofuran, 5-methoxy-6,7-dimethyl- 176 C11H1202 035355-35-2 80
3 Benzene, 1-methyl-3,5-bis(1-meth... 176 C13H20 003055-14-9 80
4 Benzene, 1,2,3,4-tetramethyl-5-(... 176 C13H20 061142-67-4 72
5 (1R)-1-(4-tert-butylphenyl)ethan... 177 C12H19N 089538-65-8 72

Abundance Scan 1881 (14.151 min): BP010809.D\data.ms (-1876) (- m/z 161.10 100.00%

161.1
5000
91.0

‘ 14.00 14.50
ol pakbibld )L 2381 34084002 ass1 7605 53.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50935: Benzofuran, 2,3-dihydro-2,2,5,6-tetramethyl-
161.0
5000
14.00 14.50

m/z 115.00  16.28%

91.0 \
‘\2\8I\'\ﬁ’h\lt\‘h\\l“\‘\‘“\”\l\\m‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
161.0

T
14.00 14.50

o

5000 m/z 91.00 15.47%
77.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #50996: Benzene, 1-methyl-3,5-bis(1-methylethyl)- == =
161.0 14.00 14.50

m/z 128.00  15.44%

TT.\O.HMHE ‘ M\JLJ

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 17 Apocynin Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.245 17.68 ng/ul 1620590  Acenaphthene-d10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 CSH1e03 000498-02-2 96
2 Apocynin 166 C9H1003 000498-02-2 95
3 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 95
4 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 93
5 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 91

Abundance Scan 1897 (14.245 min): BP010809.D\data.ms (-1893) (- m/z 151.00 100.00%
151.0

5000
e =
43.0 ‘ ‘ 14.00 14.50
0l wu\mﬂu baldn 112099 2810 3674 4380 5374 ./, 166 00  43.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42057: Apocynin
151.0
5000 ‘,H/\H_
14.00 14.50
m/z 177.10 27.79%
43.0
O‘\‘\\‘\l“ﬂ‘\m\h\l\l‘}\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
151.0
14.00 14.50
5000 m/z 123.00 26.07%
43.0
O —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)- S —
151.0 14.00 14.50

m/z 43.00 13.22%

5000

=

43.0
0 n‘ L u J L

T \
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 : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 19 1,3-Dioxolane, 2-(4-methoxy... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

14.881 9.54 ng/ul 874570  Acenaphthene-di10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H1403 036881-00-2 50
2 .alpha.,.alpha.'-Dihydroxy-m-dii... 194 C12H1802 001999-85-5 50
3 N'-tert-Butyl-N,N-dimethylsulfam... 194 C7H18N202S 1858529-07-3 50
4 5-tert-Butyl-4-hydroxymethyl-2-m... 212 C11H1604 1000275-36-7 47
5 1,4-Bis[.alpha.-methoxyethyl]ben... 194 C12H1802 129770-42-9 47

Abundance Scan 2005 (14.881 min): BP010809.D\data.ms (-2001) (- m/z 43.00 100.00%

43.0 179.1
5000
= —
%15.(# h 14.50 15.00
o_‘mM«‘Mwm"\‘\"2““‘1"9”"3‘2‘9?"49‘1‘-‘1“7‘34-‘??3‘7-‘4 m/z 179.10  96.27%

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

Abundance #68814: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
179.0

-

5000 T =
14.50 15.00
43.0 m/z 137.00 24.64%
‘ J07.0
O‘\\J\‘\’\h\\{\‘\\‘\\l\‘\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0 179.0
- T
14.50 15.00
5000 m/z 161.10 23.27%
119.0
O e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #69634: N'-tert-Butyl-N,N-dimethylsulfamide, N'-methyl-

= ;
179.0 14.50 15.00

108.0 m/z 194.10 14.66%

50001 44, /jk
o_w'ui,uhm‘wH‘MH‘u_m‘w‘w_m_m_mww e M ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 20 Hexathiane Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.928 9.38 ng/ul 859679  Acenaphthene-di10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 91
2 Hexathiane 192 S6 013798-23-7 86
3 2-Norbornanone, 1-(epithioethyl)... 228 C11H1603S 001782-93-0 59
4 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 50
5 Hexathiane 192 S6 013798-23-7 11
Abundance Scan 2013 (14.928 min): BP010809.D\data.ms (-2008) (- m/z 63.90 100.00%
63.9
191.8
5000
‘ ’ 15.00
Obrrrpdeitidb i d 28213407 4321 S17.0 -y 191.80  53.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67525: Hexathiane
192.0
64.0
5000 1
128.0 15.00
m/z 127.90  18.66%
O \\\‘\‘\\\\‘\\J\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
64.0 192.0
——
15.00
5000 m/z 193.80 14.56%
128.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #108584: 2-Norbornanone, 1-(epithioethyl)-7,7-dimethyl-, s
64.0 15.00
m/z 119.10 13.19%
- M
0 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 Phenol, 2,4,6-tris(1-methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.063 44.72 ng/ul 4099650  Acenaphthene-di10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 87
2 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 83
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 81
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 74
5 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 74
Abundance Scan 2036 (15.063 min): BP010809.D\data.ms (-2032) (- m/z 205.15 100.00%
205.2
5000 jL
T \
43.1 135.1 15.00
O L perdeditslip 4 | 266.1 340.9398.6456.85149  yy/; 220.20  18.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99248: Phenol, 2,4,6-tris(1-methylethyl)-
205.0
5000 gt :
15.00
m/z 206.15 15.74%
4%-0 1170
O‘HH"\\‘\‘\“‘\“\“\\“\‘\\\‘HH‘HH‘\H\|HH|\H\|HH|HH|\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
205.0
T T
15.00
5000 m/z 43.10 8.54%
57.0
121.0
R D
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99218: Butylated Hydroxytoluene — ‘
205.0 15.00
m/z 135.05 7.36%
5000
57.0 1450 \
0“HJﬂNWM¢WNAM‘LM“H“H“‘H“H“M“‘M“W“H“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 unknown-02 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

15.257 12.48 ng/ul 1143630  Acenaphthene-d10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.,.alpha.'-Dihydroxy-m-dii... 194 C12H1802 001999-85-5 37
2 .alpha.,.alpha.,.alpha.’,.alpha.... 194 C12H1802 002948-46-1 25
3 2-Heptanone, 6-(3-acetyl-2-methy... 222 C14H2202 065868-86-2 9
4 2,3-Dimethoxyphenethylamine 181 C1OH15N02 003213-29-4 7

5 Ethanone, 1-(1-hydroxy-2,6,6-tri... 180 C11H1602 058254-18-5 7

Abundance Scan 2069 (15.257 min): BP010809.D\data.ms (-2065) (- m/z 43.00 100.00%

43.0
5000 179.1
— —
121.F \ l 15.00 15.50
Okl alluis b 4L 2501 342.0402.1462.0 8311 /7 179,10 48.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69110: .alpha.,.alpha.-Dihydroxy-m-diisopropylbenzene
43.0 179.0
5000
15.00 15.50
119.0 m/z 137.00 20.87%
O llhhllll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
T —
15.00 15.50
5000 179.0 ITI/Z 194.10 19.20%
119.0

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101762: 2-Heptanone, 6-(3-acetyl-2-methyl-1-cycloprop

=
r

43.0 15.00 15.50
179.0 m/z 161.05 18.38%
5000
1T5%
0“NV%MWMWWm#mé‘m‘H“H“H‘W“H“H‘_“W“H“ e —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 23 Benzene, 1-(1,1-dimethyleth... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
15.551  14.11 ng/ul 1293370  Acenaphthene-d10 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1,1-dimethylethyl)-2... 178 C12H180 000088-40-4 86
2 Propofol 178 C12H180 002078-54-8 86
3 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 80
4 Propofol 178 C12H180 002078-54-8 78
5 Propofol 178 C12H180 002078-54-8 78

Abundance Scan 2119 (15.551 min): BP010809.D\data.ms (-2115) (- m/z 163.10 100.00%
168.1

5000
43.0

N

I \
15.50

0 .
030 || 2670 3409 42094884549 .. 43 00  31.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52911: Benzene, 1-(1,1-dimethylethyl)-2-methoxy-4-me

o

N

163.0
5000 — :
15.50
105.0 m/z 178.10 26.55%
410 l‘ \
O‘H‘\U‘“\‘\“H“\I‘\l‘\”\\’\\‘\\‘\H\‘HH‘\H\‘\H\‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
163.0
T I
15.50
5000 ITI/Z 91.00 13.04%
27.0 91.0
BB B B B B B B B B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl- T
163.0 15.50
m/z 164.05 11.97%
5000
91.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 Benzaldehyde, 4-hydroxy-3,5... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.834 11.13 ng/ul 1096880  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 97
2 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 97
3 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 97
4 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 96
5 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 96

Abundance Scan 2167 (15.834 min): BP010809.D\data.ms (-2163) (- m/z 182.00 100.00%
182.0

S

5000
%60 15.50 16.00
38, ‘ . .
o SPULL LU 2819 319641394751 08 1 igi 0 61.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #57565: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-
182.0
5000 — —
15.50 16.00
65.0 m/z 96.00  17.17%
O‘\\‘\1\‘{“‘\“"\%\‘JP‘-‘{?ELRJ\I\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
182.0
5 .
15.50 16.00
5000 m/z 111.00 13.48%
65.0
123.0
Y e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
\

Abundance #57563: Benzaldehyde, 4-hydroxy-3,5-dimethoxy- “ ‘ ‘
182.0 15.50 16.00

m/z 65.00 13.30%

5000

65.0

hﬂhmﬂfﬁﬁl

‘\ 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 2(3H)-Benzothiazolone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.075 16.62 ng/ul 1637260  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 97
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 93
3 Thieno[3,2-b]pyridin-7-ol 151 C7H5NOS 107818-20-2 58
4 t-Butylhydroquinone 166 C10H1402 001948-33-0 43
5 6-Methyl-7-oxo0-4,7-dihydro-triaz... 151 C5H5N50 057250-39-2 43

Abundance Scan 2208 (16.075 min): BP010809.D\data.ms (-2202) (- m/z 151.00 100.00%
151.0

—

5000
69.0 trT [
‘ 16.00
olrtlidly d L | 216.0 2855 355.1414.847475843 /7 96 09 74.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28647: 2(3H)-Benzothiazolone
151.0
5000 — ‘
16.00
690 m/z 123.00 59.76%
O ‘\\‘\“\\“'L\HLH\‘M“\\“\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
151.0
T 7 [
16.00
5000 m/z 69.00 16.90%
69.0
L
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
m/z 122.00 11.74%
5000
70.0‘ \
O Y —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 Ethanone, 1-(4-hydroxy-3,5-... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.439 13.40 ng/ul 1319920  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 98
2 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 97
3 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 96
4 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 96
5 4,5-Dimethoxy-2- hydroxyacetophenone 196 C10H1204 020628-06-2 90

Abundance Scan 2270 (16.439 min): BP010809.D\data.ms (-2266) (- m/z 181.00 100.00%
181.0

—

Abundance #70955: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)-
181.0 16.50

m/z 182.00 9.69%

5000
f——
43.0 16.50
ob Lol L) 2020 35524149 5000 1/, 10610 49.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70956: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)-
181.0
5000 T
16.50
43.0 m/z 43.00 16.20%
‘ 123.0
O‘\\\\J‘lt\“\“\m\h‘u\‘h\‘l\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
181.0
T
16.50
5000 m/z 153.00 13.46%
43.0
108.0
O i o P e T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—T

5000
43.0

-

0 M“mhuh\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 unknown-03 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

16.898 13.46 ng/ul 1326500  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lenthionine 188 C2H4S5 000292-46-6 22
2 1,2-Benzenedithiol 142 C6H6S2 017534-15-5 12
3 Hexathiepane 206 CH2S6 017233-71-5 12
4 4(1H)-Pyrimidinone, 2-(methylthio)- 142 C5H6N20S 005751-20-2 9

5 3,4-Ethylenedioxythiophene 142 C6H602S 126213-50-1 9

Abundance Scan 2348 (16.898 min): BP010809.D\data.ms (-2344) (- m/z 141.90 100.00%

141.9
77.9
5000
205.8
— T
16.50 17.00
Ol bbbkt b L 265.4326.7 402.3 47518421 n/z 77.96  56.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #63003: Lenthionine
78.0 142.0
5000 = o
16.50 17.00
m/z 63.90 48.99%
O‘\\\‘\‘}‘\\\“!\1\\“\\\J\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
78.0 142.0
= =
16.50 17.00
5000 ITI/Z 205.80 35.35%
018.0
T e e T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83360: Hexathiepane 7 I
142.0 16.50 17.00
m/z 45.00 30.42%
78.0
5000
206.0
olyrrb L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 28 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.057 15.72 ng/ul 1548920  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
5 Tetradecanoic acid 228 C14H2802 000544-63-8 95

Abundance Scan 2545 (18.057 min): BP010809.D\data.ms (-2541) (-] ' m/z 73.00 100.00%

73.0
5000
2132 ——
”\ 18.00
- H‘”‘:‘,‘H \mm??%‘l?'?ﬁ(’” 4209 5309 m/z 43.05 89.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN \
18.00
“ 213.0 m/z 60.00 87.20%
O‘\\\\“‘ \l\‘i“\h\“}\"l\\‘\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
T \
18.00
5000 256.0 m/z 57.05 75.11%
129.0
0 194.0
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid T ‘
2
43.0 256.0 18.00
m/z 55.10 73.89%
5000
129.0
O‘HJH JMWMN}?ﬁb‘ —r
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 : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 29 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.263 18.60 ng/ul 1832690  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 93
3 5-(2,3-Difluorophenyl)-2-pyridin... 278 C14H16F2N2Si  1000504-49-4 70
4 6,7-Dimethoxy-4(1H)-quinazolinon... 278 C13H18N203Si  1000479-65-5 64
5 Cyanic acid, (1-methylethylidene... 278 C17H14N202 001156-51-0 62
Abundance Scan 2580 (18.263 min): BP010809.D\data.ms (-2576) (- m/z 263.15 100.00%
263.1
147.0
‘ ‘ 18.00 18.50
0l ,MN Akt AOiL. || 326.9385.0 475.08340 1/, 57.16  46.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171083: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000
18 00 18 50
570 o m/z 278.15 21.32%
O‘\\\\Jl"\\\\l‘}l\‘l\\"‘\l\%g‘?’ﬂ\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
263.0
—— =y
18.00 18.50
5000 m/z 264.15 18.06%
57.0 1470
0 205.0
R e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170511: 5-(2,3-Difluorophenyl)-2-pyridinamine, TMS ——
263.0 18.00 18 50
m/z 147.00 17.69%
77.0
140.0
olso | MP020s0 ||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 00 18 50
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP062422\

Data File : BP@10809.D

Acqg On : 25
Operator : CG/
Sample : N33
Misc

ALS vial : 28

Quant Method
Quant Title

TIC Library

Jun 2022 00:03
Ju
74-01

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 30 Octadecanoic acid Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
19.304 10.25 ng/ul 947517  Chrysene-di12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2757 (19.304 min): BP010809.D\data.ms (-2753) (- m/z 73.00 100.00%

9.

18 ass —
l ‘ “ ‘284-1 19.00 19.50
o MM L L L L | 385.9415.1474.95355 0 43 65 89.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — —
185.0 19.00 19.50
‘ m/z 60.00 81.03%
Ol‘ \’\ \M\w\\“\\\\\‘\‘\\\\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
= —
19.00 19.50
5000 m/z 57.10 79.39%
185.0 284.0
o L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —r

Abundance #179091: Octadecanoic acid
43.0 19.00 19.50
m/z 55.10 74.20%
5000 129.0
284.0
o_“" Lyl ”J““““M“ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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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\
BP010809.D

: 25 Jun 2022 00:03

: CG/JU

: N3374-01

: 28  Sample Multiplier: 1

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

le : SVOA CALIBRATION

ry ¢ 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 Numb

19.545

Hit# of

er 31 Phenol, 4,4'-(1-methylethyl... Concentration Rank 5
EstConc Area Relative to ISTD R.T.
""""" 01.26 ng/ul 8432500 Chrysene-d12  21.251
5 Tentative ID MW MolForm CASH# Qual
"""""" , 4,4'-(1-methylethylidene... 228 C15H1602 000086-85-7 97

1 Phenol
2 Phenol
3 Phenol
4 Phenol
5 4,4"-(

, 4,4'-(1-methylethylidene... 228 C15H1602
, 4,4'-(1-methylethylidene... 228 C15H1602
, 4,4'-(1-methylethylidene... 228 C15H1602
1,3-Dimethylbutylidene)bis... 270 C18H2202

000080-05-7 97
000080-05-7 94
000080-05-7 90
006807-17-6 80

Abundance

5000

o

m/z-->

Scan 2798 (19.545 min): BP010809.D\data.ms (-2793) (-
218.1

119.0

3%-5“,“‘“ ]| 283.0 355.0413.2471.5531.3

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

Abundance

5000

o

m/z-->

#109421: Phenol, 4,4'-(1-methylethylidene)bis-
213.0

119.0
51?\ ‘H ‘\ [

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

Abundance

5000

m/z-->

213.0

119.0
39.0

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

Abundance

5000

0

m/z-->

#109420: Phenol, 4,4'-(1-methylethylidene)bis-
2138.0

119.0
39.0 ‘
L LJ.\ -

213.10 100.00%

19.50

119.00  23.46%

1 \
19.50

214.10  16.38%

1 T
19.50

228.10  15.98%

1 T
19.50

91.00 13.71%

e e e

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

T
19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 34 4-Aminobutyramide, N-methyl... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
20.739 8.63 ng/ul 797475  Chrysene-di12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Aminobutyramide, N-methyl-N-[4... 237 C13H23N30 124045-56-3 53
2 3-Ethylanisole 136 C9H120 010568-38-4 48
3 5,9,9-Trimethyl-spiro[3.5]non-5-... 178 C12H180 1000185-13-4 20
4 trimethyl((1-methyl-4-(propan-2-... 226 C13H260Si 1000440-50-8 20
5 3-Ethylanisole 136 CS9H120 010568-38-4 18

Abundance Scan 3001 (20.739 min): BP010809.D\data.ms (-2996) (- m/z 302.05 100.00%

302.1
121.0
5000

s AIASS
45. 213.1 ‘ 20.50 21.00
0 370.3429.0489.0549. o 151 6p  80.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119656: 4-Aminobutyramide, N-methyl-N-[4-(1-pyrrolidi

3

121.0
42.0
5000 — —
20.50 21.00
‘ ‘ m/z 136.00 63.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
121.0
—— —
20.50 21.00
5000 m/z 246.10 61.41%
63.0
Ol o e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #52871: 5,9,9-Trimethyl-spiro[3.5]non-5-en-1-one = =
121.0 20.50 21.00

m/z 152.00  46.36%

5000

41.0
i ML }Ll 1179.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

3

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 35 6,7,8,9-Tetrahydrodibenzo[b... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.863 17.41 ng/ul 1608770  Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
16,7,8,9-Tetrahydrodibenzo[b,d]fu... 260 C15H2002Si 1000471-87-6 50
2 2-Amino-4-(3,4-dimethoxyphenyl)-... 260 C13H12N202S 1000475-04-7 50
3 Naphtho[2,1-b]thiophene, 2-phenyl- 260 C18H12S 016587-38-5 43
4 1,4-Benzenediamine, N,N'-diphenyl- 260 C18H16N2 000074-31-7 43
5 4-Phenyldibenzothiophene 260 C18H12S 1000314-39-7 43

Abundance Scan 3022 (20.863 min): BP010809.D\data.ms (-3018) (- m/z 260.10 100.00%
260.1

5000 125.0

o

T
20.50 21.00

oo ‘\191% J 354.2414.8474.9 549.
0! R L et Ll m/z 125.00  38.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #148319: 6,7,8,9-Tetrahydrodibenzo[b,d]furan-2-ol, trime

T ujh
5000 = e
20.50 21.00
108.0 m/z 245.05 31.39%
450‘ M 2010 |
O‘\H\J"\“\h\ﬂ\h“\\\H\\‘\u‘”\“\“\m\“\l\\l\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
260.0
T T
20.50 21.00
5000 ITI/Z 261.10 18.51%
174.0
45.0 114.0
) ESRRUTRTFN N T P ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #148487: Naphtho[2,1-b]thiophene, 2-phenyl- = =
260.0 20.50 21.00
m/z 151.00 16.77%
5000
130.0
390 " ss0.
B B L B o L L L B B B — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc

ALS vial : 28 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 1-Heneicosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.986  26.32 ng/ul 2432320  Chrysene-d12 21.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 89
2 n-Tetracosanol-1 354 C24H500 000506-51-4 89
3 1-Hexacosene 364 C26H52 018835-33-1 89
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 89
5 1-Tetracosene 336 C24H48 010192-32-2 89
Abundance Scan 3043 (20.986 min): BP010809.D\data.ms (-3039) (| | m/z 57.05 100.00%
571.0
301.1
5000
1p5.1 S
H 207.0 21.00
pE—il “‘1 a1 2970 .. Ll 40304610 5351 /7 55.05  94.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol
55.0
5000 R
21.00
5.0 m/z 83.10 90.69%
0 hh\ 1\ ‘Hl 196.0 266.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
—
21.00
5000 m/z 43.05 90.39%
125.0
0 195.0 308.0
e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene —
57.0 21.00
m/z 97.05 84.33%
5000
5.0
ol L] 1 ‘ L ‘\ |, 1960 2920 3640
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062422\
Data File : BP010809.D

Acqg On : 25 Jun 2022 00:03
Operator : CG/JU

Sample : N3374-01

Misc :

ALS Vvial : 28 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|
2-Methyl-1-hexanol 6.234 32.5 ng/ul 1713100 1 7.722 1053100 20.0
1-Hexanol, 2-et... 7.805 99.2 ng/ul 5222940 1 7.722 1053100 20.0
unknown-01 7.946 12.6 ng/ul 661702 1 7.722 1053100 20.0
Hexanoic acid, ... 9.099 18.9 ng/ul 995214 1 7.722 1053100 20.0
Phenol, p-tert-... 11.963 21.2 ng/ul 230514000 2 10.522 217721000 20.0
n-Decanoic acid 12.734 25.4 ng/ul 2326440 3 14.381 1833420 20.0
Propofol 12.775 52.3 ng/ul 4798080 3 14.381 1833420 20.0
(DEL) Alkane: S... 12.945 5.8 ng/ul 527525 3 14.381 1833420 20.0
Phenol, 2,4-bis... 13.257 1285.9 ng/ul 117881000 3 14.381 1833420 20.0
Vanillin 13.345 21.2 ng/ul 1941260 3 14.381 1833420 20.0
Phenol, 2,5-bis... 13.604 442.3 ng/ul 40542700 3 14.381 1833420 20.0
Phenol, 3,5-bis... 13.645 153.1 ng/ul 14031400 3 14.381 1833420 20.0
4-tert-Butyl-2,... 13.710 47.6 ng/ul 4363520 3 14.381 1833420 20.0
Benzofuran, 2,3... 14.151 19.1 ng/ul 1748990 3 14.381 1833420 20.0
Apocynin 14.245 17.7 ng/ul 1620590 3 14.381 1833420 20.0
1,3-Dioxolane, ... 14.881 9.5 ng/ul 874570 3 14.381 1833420 20.0
Hexathiane 14.928 9.4 ng/ul 859679 3 14.381 1833420 20.0
Phenol, 2,4,6-t... 15.063 44.7 ng/ul 4099650 3 14.381 1833420 20.0
unknown-02 15.257 12.5 ng/ul 1143630 3 14.381 1833420 20.0
Benzene, 1-(1,1... 15.551 14.1 ng/ul 1293370 3 14.381 1833420 20.0
Benzaldehyde, 4... 15.834 11.1 ng/ul 1096880 4 17.139 1970620 20.0
2(3H)-Benzothia... 16.075 16.6 ng/ul 1637260 4 17.139 1970620 20.0
Ethanone, 1-(4-... 16.439 13.4 ng/ul 1319920 4 17.139 1970620 20.0
unknown-03 16.898 13.5 ng/ul 1326500 4 17.139 1970620 20.0
n-Hexadecanoic ... 18.057 15.7 ng/ul 1548920 4 17.139 1970620 20.0
3,5-di-tert-But... 18.263 18.6 ng/ul 1832690 4 17.139 1970620 20.0
Octadecanoic acid 19.304 10.3 ng/ul 947517 5 21.251 1848020 20.0
Phenol, 4,4'-(1... 19.545 91.3 ng/ul 8432500 5 21.251 1848020 20.0
4-Aminobutyrami... 20.739 8.6 ng/ul 797475 5 21.251 1848020 20.0
6,7,8,9-Tetrahy... 20.863 17.4 ng/ul 1608770 5 21.251 1848020 20.0
1-Heneicosanol 20.986 26.3 ng/ul 2432320 5 21.251 1848020 20.0
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