LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc :

ALS Vvial : 26 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@10893.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 39 rVB2 530962 700182 0.25% 0.058%
2 3.646 89 95 102 rBV2 305981 1158090 0.42% 0.096%
3  6.228 528 534 545 rVW 1316284 2510852 0.91% 0.208%
4 6.928 635 653 663 rVV 18885792 34329643 12.45% @ 2.840%
5 7.058 669 675 685 rVB 1593465 2374422 0.86% 0.196%
6 7.246 701 707 714 rVB 2056047 3265321 1.18% 0.270%
7 7.711 777 786 793 rBV 1881168 3105535 1.13% 0.257%
8 7.799 793 801 803 rBV 1823497 3939335 1.43% 0.326%
9 7.958 819 828 843 rVB 590670 1422947 0.52% 0.118%
10 8.422 894 907 913 rBV 2133639 4273587 1.55% 0.353%
11  8.493 913 919 926 rVV 1688741 3255288 1.18% 0.269%
12 8.558 926 930 944 rVB4 325681 637285 0.23% 0.053%
13 8.828 970 976 978 rBV3 350751 615077 ©.22% 0.051%
14 8.869 978 983 989 rVV 1657230 2876496 1.04% 0.238%
15 9.016 999 1008 1014 rVB8 257703 824288 0.30% 0.068%
16 9.122 1015 1026 1033 rBV2 651809 1721036 0.62% 0.142%
17 9.222 1038 1043 1050 rBV5 493441 1173890 0.43% 0.097%
18 9.340 1058 1063 1072 rBV 579205 1069785 0.39% 0.088%
19 9.434 1072 1079 1084 rBV6 605920 1619887 0.59% 0.134%
20 9.505 1084 1091 1098 rVB2 980343 2259581 0.82% 0.187%
21 9.587 1098 1105 1112 rVB3 2118102 4330864 1.57% ©.358%
22 9.699 1112 1124 1126 rBV 5918581 11025690 4.00% 0.912%
23 9.728 1127 1129 1138 rVB2 6178773 9019095 3.27% 0.746%
24 9.993 1158 1174 1178 rBV 6584974 20297853 7.36% 1.679%
25 10.034 1178 1181 1188 rVB 3901371 5937452 2.15% 0.491%

26 10.134 1189 1198 1199 rBV 2951920 4995812 1.81% 0.413%
27 10.246 1212 1217 1221 rBV 1206854 2237031 0.81% 0.185%
28 10.369 1228 1238 1243 rBV7 1560017 6058542 2.20% ©.501%
29 10.522 1243 1264 1268 rVV2 50695659 271410576 98.44% 22.450%
30 10.558 1268 1270 1280 rVB3 2976264 6579777 2.39% 0.544%

31 10.705 1287 1295 1302 rBV3 2775965 6841279  2.48% 0.566%
32 10.769 1302 1306 1307 rBV2 858149 1031318 0.37% 0.085%
33 10.805 1308 1312 1319 rVB2 3199652 5755033 2.09% 0.476%
34 10.905 1319 1329 1334 rBV2 36515953 80383713 29.15% 6.649%
35 10.981 1340 1342 1349 rVB3 1439729 2290647 ©.83% 0.189%

36 11.069 1350 1357 1361 rBV 1259494 2119249 0.77%  0.175%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc :

ALS Vvial : 26 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 11.140 1361 1369 1374 rVB2 2417178 4690773 1.70% 0.388%
38 11.275 1386 1392 1396 rBV4 546541 1248750 0.45% 0.103%
39 11.346 1397 1404 1409 rVB5 1261549 2603108 0.94% 0.215%
40 11.440 1409 1420 1423 rBV7 1415946 4687813 1.70% 0.388%
41 11.540 1426 1437 1441 rVB4 4641264 10727595 3.89% 0.887%
42 11.587 1441 1445 1449 rVB2 2646107 3702510 1.34% 0.306%
43 11.622 1449 1451 1455 rVB2 801284 916844 0.33% 0.076%
44 11.693 1455 1463 1468 rBV5 3941406 10905211 3.96% 0.902%
45 11.769 1471 1476 1478 rBV3 2137440 3604586 1.31% 0.298%

46 11.963 1489 1509 1513 rVB3 48903874 275720778 100.00% 22.806%
47 12.034 1517 1521 1524 rBV2 1564587 2244068 0.81% 0.186%

48 12.075 1524 1528 1530 rBV 1518396 2268383 0.82% ©0.188%
49 12.146 1535 1540 1546 rVB 2789896 5189168 1.88% 0.429%
50 12.257 1546 1559 1567 rBV6 3478155 12231340 4.44% 1.012%
51 12.516 1595 1603 1608 rBV6 339405 816372 ©.30% ©0.068%
52 12.569 1608 1612 1620 rBV6 352409 697827 ©.25% 0.058%
53 12.763 1641 1645 1658 rVB 4363121 7317479 2.65% 0.605%
54 12.940 1672 1675 1683 rVB7 286520 676715 0.25% 0.056%
55 13.251 1716 1728 1732 rBV3 53112078 145193059 52.66% 12.010%

56 13.340 1739 1743 1750 rVB 2110337 2831066 1.03% 0.234%
57 13.499 1766 1770 1777 rVB 462177 703074 ©.25% 0.058%
58 13.599 1778 1787 1790 rBV 34170594 54562374 19.79% 4.513%
59 13.634 1790 1793 1800 rVV 14142280 19428067 7.05% 1.607%
60 13.704 1800 1805 1811 rVB 4296161 5881373 2.13% ©0.486%

61 13.799 1817 1821 1825 rVV 2076069 2570861 ©.93% 0.213%
62 13.840 1825 1828 1836 rVB 983161 1464768 ©.53% 0.121%
63 14.063 1859 1866 1874 rVB 3090068 5002049 1.81% 0.414%
64 14.140 1874 1879 1883 rBV 2105502 2719804 ©.99% 0.225%
65 14.234 1891 1895 1899 rBV2 1479038 2046212 0.74% 0.169%
66 14.310 1905 1908 1913 rVB2 617509 810420 0.29% 0.067%
67 14.369 1913 1918 1923 rBV 3027708 4607032 1.67% 0.381%
68 14.422 1923 1927 1936 rVB 1967167 2654428 ©.96% 0.220%
69 14.581 1950 1954 1956 rBvV2 459911 624256 ©.23% 0.052%
70 14.616 1956 1960 1965 rVB 3368517 4397264 1.59% 0.364%
71 14.869 1999 2003 2007 rVB 681019 865788 ©.31% 0.072%
72 14.922 2007 2012 2019 rVB3 491141 968721 ©.35% 0.080%
73 15.051 2029 2034 2039 rBV 4104885 5279720 1.91% 0.437%
74 15.245 2063 2067 2071 rVV 1254450 1513321 ©.55% 0.125%
75 15.363 2082 2087 2095 rBV 3808902 5742327 2.08% 0.475%

76 15.487 2103 2108 2113 rBV2 1355850 2145571 0.78% 0.177%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc :

ALS Vvial : 26 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 15.545 2113 2118 2124 rVB 1211134 1689838 0.61% 0.140%
78 15.634 2127 2133 2141 rVB7 308946 675646 ©0.25% 0.056%
79 15.828 2162 2166 2171 rVB 1093112 1412311 0.51% 0.117%
80 16.075 2201 2208 2215 rBV 1282465 2362248 0.86% 0.195%
81 16.434 2264 2269 2281 rVB 1542936 2368413 0.86% 0.196%
82 16.892 2342 2347 2353 rVB 1173472 1793923 0.65% 0.148%
83 17.128 2382 2387 2397 rVB 3250101 4926640 1.79% 0.408%
84 17.228 2399 2404 2412 rVV 4132992 5721971 2.08% 0.473%
85 17.516 2449 2453 2456 rBV 534909 787020 0.29% 0.065%
86 18.045 2539 2543 2552 rBV 1062284 1553467 0.56% 0.128%
87 18.251 2574 2578 2585 rBV 1023879 1526428 ©.55% 0.126%
88 19.286 2751 2754 2763 rBV3 434031 730270 0.26% 0.060%
89 19.481 2782 2787 2792 rBV 4830713 6341887 2.30% 0.525%
90 19.539 2792 2797 2805 rBV 9841561 11967237 4.34% 0.990%
91 20.086 2887 2890 2901 rVB6 556982 1009399 0.37% 0.083%
92 20.351 2932 2935 2939 rBV 1035230 1190126 0.43% 0.098%
93 20.633 2980 2983 2989 rVB3 441286 613965 0.22% 0.051%
94 20.728 2995 2999 3003 rVB3 875342 1115692 0.40% 0.092%
95 20.851 3016 3020 3027 rBV2 1491574 2150891 0.78% 0.178%
96 20.969 3036 3040 3048 rBV3 2541205 3433242 1.25% 0.284%
97 21.239 3082 3086 3093 rVB 4044096 5203276 1.89% 0.430%
98 21.516 3130 3133 3138 rVB 966662 1185043 0.43% 0.098%
99 23.457 3456 3463 3472 rVB2 3875468 7567516 2.74% 0.626%
100 23.610 3482 3489 3502 rVB2 2883768 5934003 2.15% 0.491%

Sum of corrected areas: 1208967785
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library
TIC Integra

: 28 Jun 2022 00:27
: CG/IU
: N3374-01RE

. 26

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
BP010893.D

Sample Multiplier: 1

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

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

Abundance

5e+07

4e+07

3e+07

2e+07

le+07

Time-->

OY‘T’A\*V_T“V/TT“\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\

TIC: BP010893.D\data.ms
10.522

10.905

6.928

059246 77/1 58 8%3@%@@@&?#

700 7.50 800 8.50 900 9.50 10.00 1050 11.00 11.50

3.246 3.646 6.228

350 400 450 500 550 6.00 6.50

Abundance

5e+07

4e+07

3e+07

2e+07

1le+07

TIC: BP010893.D\data.ms

1.963 13.p51

13.599

131634

19.539
5,616 15.0515.363

s9b5. 204875 896.0736.434 16.892 M -351
oS 245157 j\gm m 17.516 18.045251 19.28 20.086-351

7 12763 | .
204049

LQI

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 1600 16.50 17.00 1750 18.00 18.50 19.00 1950 20.00

Abundance

5e+07

4e+07

3e+07

2e+07

le+07

Time-->

TIC: BP010893.D\data.ms

8&239

23
5 21516 ﬁij\ﬁlo

Lo~

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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 1 2-Methyl-1-hexanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.228 16.17 ng/ul 2510850 1,4-Dichlorobenzene-d4 7.711

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 78
2 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 59
3 Hexane, 1-propoxy- 144 C9H200 053685-78-2 59
4 Octane 114 C8H18 000111-65-9 53
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50

Abundance Scan 534 (6.228 min): BP010893.D\data.ms (-528) (-) m/z 43.05 100.00%

43.0 ﬁ
5000
1 } ‘ 6.00 6.20 6.40 6.60
Obrrhd L1150 1910 280.9340.9 4180 5182  n/z 41.e5 37.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9457 2-Methyl-1-hexano
43.0
5000 TT T[T T T[T T T T[T T[T
6.00 6.20 6.40 6.60
m/z 56.00 35.09%
O‘\\H\‘ “‘\t\“\“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9471: 1-Pentanol, 2-ethyl-
43.0
A REE  ARRARRE RN
6.00 6.20 6.40 6.60
5000 m/z 69.00 25.91%
o_‘“l T ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24391: Hexane, 1-propoxy- R RERRN RN
43.0 6.00 6.20 6.40 6.60
m/z 57.00  25.42%
0“H‘wJJW"H,H"W“W‘H“H“_‘H“H“H‘w“u“ A EERERERRE R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60

SFAM-EPA-BP062322.M Mon Jul 04 ©01:21:15 2022
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
BP010893.D

: 28 Jun 2022 00:27
: CG/IU
: N3374-01RE

: 26 Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 7

R.T. EstConc Area Relative to ISTD R.T.
7.799  25.37 ng/ul 3939340 1,4-Dichlorobenzene-d4 7.711
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 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
5 2-Ethyl-1-hexanol, methyl ether 144 CS9H200 1000365-10-2 59
Abundance Scan 801 (7.799 min): BP010893.D\data.ms (-793) (-) m/z 57.05 100.00%
57.0
5000 /\\/¥
REREEREEE SR
{ ‘ 7.40 7.60 7.80 8.00 8.20
Ol kAL 12291 1948 282.1341.9401.0460.65194 1/ 41.00  34.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 [T T[T T T T[T T[T rrr]rT
7.40 7.60 7.80 8.00 8.20
H m/z 43.05 30.53%
O‘\\\“\‘\‘\\‘\\J‘\‘\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
R EEmamaEE e
7.40 7.60 7.80 8.00 8.20
5000 m/z 55.00 26.67%
o_‘”H"HJ‘mH,‘HwH‘w,w‘w_ww_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl- R e A RASRAEEEE
57.0 7.40 7.60 7.80 8.00 8.20
m/z 56.00 20.68%
- m
o_‘\\“‘_HMH,mww_m,mwwawmw A RRARRRENEECLSCes
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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 16
R.T. EstConc Area Relative to ISTD R.T.
7.958 9.16 ng/ul 1422950 1,4-Dichlorobenzene-d4 7.711

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dioxaspiro[2.4]heptan-5-one,... 142 C7H1003 126091-79-0 46
2 Ethanamine, N-butylidene- 99 C6H13N 001611-12-7 43
3 Ethanamine, N-pentylidene- 113 C7H15N 010599-76-5 40
4 2(3H)-Furanone, dihydro-3,3-dime... 114 C6H1002 003709-08-8 37
5 4-Aminocyclohexanol acetate (ester) 157 C8H15NO2 1000130-62-8 37
Abundance Scan 828 (7.958 min): BP010893.D\data.ms (-819) (-) m/z 56.00 100.00%
56.0
5000
T T
H ‘ 140 7.60 7.80 8.00 8.20
ob bbb PR 1767 28183428 414.9 4954 n/7 43.10  85.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22483: 1,4-Dioxaspiro[2.4]heptan-5-one, 7,7-dimethyl-
56.0
5000 L L R B LI B I
7.60 7.80 8.00 8.20
m/z 73.00 58.68%
0 \UH‘\JL\‘]\-‘J-“S\.\O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3989: Ethanamine, N-butylidene-
56.0
T e
7.60 7.80 8.00 8.20
5000 m/z 55.00 49,87%
0 M’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7919: Ethanamine, N-pentylidene- R A REwEEEa
56.0 7.60 7.80 8.00 8.20
m/z 41.00 39.82%
5000
‘“ I 11\1\3 0
o H A e e e e e e T 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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 3,5-Dimethylhexanoic acid Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
8.558 4.10 ng/ul 637285 1,4-Dichlorobenzene-d4 7.711

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethylhexanoic acid 144 C8H1602 060308-87-4 53
2 Butanoic acid, 3-methyl-, 1-meth... 144 C8H1602 032665-23-9 43
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 646 C29H58015 1000351-92-0 27
4 Diallylmethylsilane 126 C7H14Si 002043-08-5 27
5 1,3-Dioxane, 2-methyl- 102 C5H1002 000626-68-6 25

Abundance Scan 930 (8.558 min): BP010893.D\data.ms (-926) (-) m/z 60.00 100.00%

60.0
5000 JL/\\
R RAREEEEREEE
1 “l 28.9 208.8268.6 343.0 414.8 509 820840 8.60 8.8
ol A AZ8S 20882686 3430 4148 5094 ./, g5 19  88.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24113: 3,5-Dimethylhexanoic acid
85.0
5000 R LN B I B B
8.20 8.40 8.60 8.80
l m/z 43.10 86.86%
27. J ‘
143.0
0‘\\“\ ‘”\l\’\\‘{\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #24287: Butanoic acid, 3-methyl-, 1-methylethyl ester
43.0

=

8.20 8.40 8.60 8.80
5000 m/z 87.00 73.43%

103.0

0 HchH T T T T T T T T T T T T T T T
m/z--> 6 5‘0 160 lL-">0 260 ZELO 360 35‘0 460 4%0 560 55‘0
Abundance #348079: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyetho T T T
87.0 8.20 8.40 8.60 8.80

m/z 41.00 55.45%

.

5000

147.0
0 2‘?% |11l 21909790 3510

LHLL L L L B L L L L B B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 5 unknown-02 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.016 5.31 ng/ul 824288 1,4-Dichlorobenzene-d4 7.711

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Fenchone 152 C10H160 004695-62-9 43
2 Fenchone 152 C10H160 001195-79-5 43
3 Fenchone 152 C1@H160 001195-79-5 32
4 3-Ethyl-4-octene 140 C1eH20 019781-32-9 22
5 Cyclopentanecarboxylic acid, cyc... 168 C10H1602 1000282-76-8 22

Abundance Scan 1008 (9.016 min): BP010893.D\data.ms (-999) (-) m/z 81.00 100.00%

81.0
5000
R e AR
\ ﬂ52.l 8.60 8.80 9.00 9.20 9.40
0 whlll 221128013421 4151474.9534.7 ./, 69, 00  77.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29070: D-Fenchone
81.0
5000 L L L R
8.60 8.80 9.00 9.20 9.40
152.0 m/z 74.00 55.34%
O‘\\hWL‘HJ\'\w\[¥1\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29061: Fenchone
81.0
S e
8.60 8.80 9.00 9.20 9.40
5000 m/z 41.00 49,79%
‘ \ 152.0
I O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29056: Fenchone A mmamwE e
81.0 8.60 8.80 9.00 9.20 9.40
m/z 43.00 42.90%
5000
152.0
L5.
O‘HRWAJu¥HMLH‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H“ R R R RRE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 p-Cumenol Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.905 5.92 ng/ul 80383700 Naphthalene-d8 10.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cumenol 136 C9H120 000099-89-8 96
2 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 91
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 87
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 87
Abundance Scan 1329 (10.905 min): BP010893.D\data.ms (-1319) (- m/z 121.05 100.00%
121.1
e
39.0 ‘ 11.00
oL bibihl ] 18182417 3236384.044275010 1/, 136.05  45.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18802: p-Cumenol
121.0 A
5000 1
11.00
m/z 91.05 32.63%
39.0 \ |
O‘\\J\L\‘“‘\A\l\‘\\“l\ \‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18899: Phenol, 3-(1-methylethyl)-
121.0
=
11.00
5000 m/z 77.00 30.87%
39.0
O‘HJ”\i‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18892: Phenol, 2-(1-methylethyl)- —
121.0 11.00
m/z 103.00 24.04%
5000
39.0 \‘ |
L . A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00

SFAM-EPA-BP062322.M Mon Jul 04 01:21:16 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 7 Phenol, p-tert-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.963 20.32 ng/ul 275721000 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 74
4 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 68
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 64

Abundance Scan 1509 (11.963 min): BP010893.D\data.ms (-1489) (- m/z 135.05 100.00%

135.1
5000

T
411 \ ‘ 12.00
1

_HUWMM 4120912690 361.0420.4479.15389 /7 197.05 94.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0

5000 T
12.00

m/z 150.05 52.39%

41.0
‘\\\Uf”\l\\\‘\!‘l\%f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0

—r—
12.00

o

o

5000 m/z 95.05 29.36%
41.0 l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27543: Phenol, 2-(1,1-dimethylethyl)- —r
107.0 12.00

m/z 136.05  25.80%

5000
39.0
\hhkﬂﬁm. ‘

B R B B R R T

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00

o
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP062722\

Data File : BP©10893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS vial : 26

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 (DEL) Alkane: Cyclicl12.516 Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
12.516 3.54 ng/ul 816372  Acenaphthene-di10 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, (3,3-dimethylpentyl)- 182 C13H26 061142-22-1 43
2 Cyclohexanol, 1-methyl-4-(1-meth... 154 C1@H180 007299-40-3 38
3 Sulfurous acid, 2-pentyl tridecy... 334 C18H3803S 1000309-16-2 27
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 25
5 Sulfurous acid, 2-pentyl tetrade... 348 C19H4003S 1000309-16-3 22

Abundance Scan 1603 (12.516 min): BP010893.D\data.ms (-1595) (- m/z 71.05 100.00%
71.0
w0 ﬂﬁhh/kaH/V\\/ﬂwvAf
39.0 T 1
0 kil 2090 282.9 35514148 5184 ./, 5509  72.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56976: Cyclohexane, (3,3-dimethylpentyl)-
71.0
5000 o ‘
12.50
153.0 m/z 41.00  58.48%
O\\J‘\ ‘I’\J‘\“\1‘\\\\\J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31264: Cyclohexanol, 1-methyl-4-(1-methylethenyl)-, tra
43.0
T \
12.50
5000 ITI/Z 97.00 56.74%
}110
omeMJl\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241462: Sulfurous acid, 2-pentyl tridecyl ester —— :
71.0 12.50
m/z 43.05 56.67%
5000
} ‘ 183.0
ou“w Mm""Wm_""HWWWWWW i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50

SFAM-EPA-BP062322.M Mon Jul 04 ©01:21:17 2022 Page: 12



Data Path :
Data File :
: 28 Jun 2022 00:27
: CG/JU

: N3374-01RE

Acqg On
Operator
Sample
Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\

Library Search Compound Report

BP010893.D

Quant Method
Quant Title

TIC Library

: 26 Sample Multiplier: 1

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 (DEL) Alkane: Cyclic12.569 Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
12.569 3.03 ng/ul 697827  Acenaphthene-di10 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 25
2 Ethanone, 1-(octahydro-7a-methyl... 180 C12H200 017986-96-8 25
3 1-Decene, 4-methyl- 154 C11H22 013151-29-6 15
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 11
5 3-Hepten-2-one 112 C7H120 001119-44-4 11

Abundance Scan 1612 (12.569 min): BP010893.D\data.ms (-1608) (- m/z 55.00 100.00%
55.

3

5000
T 7
95.0 325.0 401.1 1259
(- | 265.1325. 14652 5362 'm/z 43.00 98.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
5000 — :
12.50
‘ L m/z 71.00 97.94%
s
O‘\‘\{\“J\l\u\‘h:\q‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54950: Ethanone, 1-(octahydro-7a-methyl-1H-inden-1-y

3

43.0, 122.0
N
12.50
5000 m/z 41.10 83.39%
N1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31422: 1-Decene, 4-methyl- 7 ‘
57.0 12.50
m/z 97.10 81.64%
) \A/\&wJR/V\\/fv\,f\A
e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

SFAM-EPA-BP062322.M Mon Jul 04 ©01:21:17 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 10 Propofol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.763 31.77 ng/ul 7317480  Acenaphthene-d10 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propofol 178 C12H180 002078-54-8 96
2 Propofol 178 C12H180 002078-54-8 94
3 Propofol 178 C12H180 002078-54-8 93
4 Propofol 178 C12H180 002078-54-8 93
5 Propofol 178 C12H180 002078-54-8 90

Abundance Scan 1645 (12.763 min): BP010893.D\data.ms (-1641) (- m/z 163.10 100.00%
168.1

5000
L R N—
l l 12.50 13.00
O‘W\“wh“‘wm ol 2517 3270 401245965178 n/; 178.10  26.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52792: Propofol
163.0
5000 — ——
12.50 13.00
m/z 117.00 20.77%
91.0 l
O‘\\\\ \\l‘\\\‘“‘\d\“\\h‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52790: Propofol
163.0
— —
12.50 13.00
5000 ITI/Z 91.00 13.97%
glOH
0‘HMHHNJ%‘%WH‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52793: Propofol = A T
163.0 12.50 13.00

m/z 121.00 12.58%

5000

91.0

O‘HH‘“HL HH“ML

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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Phenol, 2,4-bis(1-methyleth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.252 630.31 ng/ul 145193000 Acenaphthene-dle 14.369
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 Phenol, 2-(1,1-dimethylethyl)-4-... 178 C12H180 000096-70-8 72
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 70
5 Propofol 178 C12H180 002078-54-8 55
Abundance Scan 1728 (13.251 min): BP010893.D\data.ms (-1716) (- m/z 163.15 100.00%
163.2
5000
91.
N l l l ( 13.00 13.50
Of oLk a4 [ 2210 313.1370.8428.9487.7545.¢ /5 178 15 64.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)-
163.0 ﬂAA
5000 —— —L
13.00 13.50
m/z 121.05 41.78%
43.0
O‘\\\l\‘lf“fﬂ-?ﬁiﬂl\‘[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
163.0
— —
13.00 13.50
5000 m/z 164.15 31.24%
43.0
O‘H\M\ﬁﬁ%ﬁ“wh\w\uM\H‘H\wu\w\u\wu\w\u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52865: Phenol, 2-(1,1-dimethylethyl)-4-ethyl- — —r
163.0 13.00 13.50
m/z 107.05 23.09%
5000
91.0 M
ol bbb L S R
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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Vanillin Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.340  12.29 ng/ul 2831070  Acenaphthene-d10 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 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 1743 (13.340 min): BP010893.D\data.ms (-1739) (- m/z 151.00 100.00%
151.0
5000
81.0
— —
“ ‘ \ 9129 13.00 13.50
Ol okl i, 216D 280.1342.6 4587 5263 /7 152,00 92.81%
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 31.95%
015'01\{!\111\!’“‘”\1 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29935: Vanillin
151.0
— —
13.00 13.50
5000 m/z 109.00 21.80%
81.0
ot!\m.n..‘h
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29937: Vanillin T ——
152.0 13.00 13.50
m/z 123.00 17.76%
5000
81.0
T OO S 1|
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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Phenol, 2,5-bis(1-methyleth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.599 236.87 ng/ul 54562400  Acenaphthene-di1e 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,5-bis(1-methylethyl)- 178 C12H180 035946-91-9 94
2 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 90
3 Propofol 178 C12H180 002078-54-8 87
4 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 87
5 Propofol 178 C12H180 002078-54-8 87
Abundance Scan 1787 (13.599 min): BP010893.D\data.ms (-1778) (- m/z 163.10 100.00%
163.1
5000
oL (H 13.50 14.00
0t M chiidy |1 220.9279.1337.9396,3454.9512.7 /7 178.10  33.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52838: Phenol, 2,5-bis(1-methylethyl)-
163.0
5000 R —
13.50 14.00
91.0 m/z 121.00 21.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)-
163.0
13.50 14.00
5000 m/z 164.05 16.83%
43.0 \
103.
0"“\“;"“““ﬁ“ﬁ\““m“‘H‘m"mwm‘mwm‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52793: Propofol —
163.0 13.50 14.00
m/z 107.00 14.84%
5000
AL M
Ow‘ufmﬁwimq‘H‘_H‘_‘H_‘H‘H‘WH‘W‘H‘MH‘_ —
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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Phenol, 3,5-bis(1-methyleth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.634 84.34 ng/ul 19428100  Acenaphthene-di1e 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,5-bis(1-methylethyl)- 178 C12H180 026886-05-5 96
2 Benzene, 1-(1,1-dimethylethyl)-4... 178 C12H180 017269-94-2 90
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 81
4 5'-Hydroxy-2',3',4'-trimethylace... 178 C11H1402 013667-28-2 81
5 Phenol, 2-(1,1-dimethylethyl)-4-... 178 C12H180 000096-70-8 72
Abundance Scan 1793 (13.634 min): BP010893.D\data.ms (-1790) (- m/z 163.10 100.00%
163.1
5000
91.
’ ‘ l 13.50 14.00
O dpii bt s |1 220.9281.0341.140174622524.1 /7 178,10 47.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52839: Phenol, 3,5-bis(1-methylethyl)-
163.0 j\/\A
5000 LN
13 50 14.00
QLT m/z 135.00  45.28%
O‘\\\\“’m\“\“\J‘\hT“\.I\“r\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #52873: Benzene, 1-(1,1-dimethylethyl)-4-ethoxy-
163.0
——
13 50 14.00
5000 m/z 121.00 39.81%
ol 410 1050
e et e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol —
163.0 13 50 14.00
m/z 107.00 25.85%
5000
41.0 105.0 j\m
Ot ekl L e e e ——
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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 4-tert-Butyl-2,6-dimethylph... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.704  25.53 ng/ul 5881370  Acenaphthene-d10 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butyl-2,6-dimethylphenol 178 C12H180 000879-97-0 90
2 Propofol 178 C12H180 002078-54-8 81
3 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 81
4 Benzene, 1-(1,1-dimethylethyl)-2... 178 C12H180 000088-40-4 74
5 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 72
Abundance Scan 1805 (13.704 min): BP010893.D\data.ms (-1800) (- m/z 163.10 100.00%
163.1
5000
91. 1 ‘ 13.50 14.00
Olrrrbpark bbby L1 281.1342.5401.0458.95187 /7 178,10 25.56%
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 s ——
13.50 14.00
m/z 135.00  24.52%
0‘\2\\l\‘\\h\\l‘h\“\‘\\“\l‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52790: Propofol
163.0
— —
13.50 14.00
5000 m/z 107.00 17.59%
91. OH
) O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl- — T
163.0 13.50 14.00
m/z 164.10 11.78%
5000
91.0
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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 18 Benzofuran, 2,3-dihydro-2,2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.140 11.81 ng/ul 2719800  Acenaphthene-d10 14.369
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 1,3,5-Cycloheptatriene, 2,3,4,5,... 176 C13H20 074779-68-3 80
3 Benzene, 1,2,3,4-tetramethyl-5-(... 176 C13H20 061142-67-4 72
4 Benzofuran, 2,3-dihydro-2,2,4,6-... 176 C12H160 003698-49-5 72
5 (1R)-1-(4-tert-butylphenyl)ethan... 177 C12H19N 089538-65-8 72
Abundance Scan 1879 (14.140 min): BP010893.D\data.ms (-1874) (| | m/z 161.10 100.00%
161.1
5000
91"0‘ | 14.00 1450
ol kb LI 1| 218.0281.0341.0401.0 475.0582.1 /7 176,16 53.58%
m/z--> 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
91.0 m/z 115.00 15.73%
)
()_8|'E“ﬂlh‘l‘km“hm \J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #51004: 1,3,5-Cycloheptatriene, 2,3,4,5,7,7-hexamethyl-
161.0
= o
14.00 14.50
5000 m/z 91.00 15.36%
41.0 M
NS O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #51005: Benzene, 1,2,3,4-tetramethyl-5-(1-methylethyl)- — =
161.0 14.00 14.50
m/z 128.00 15.08%
5000
0 91.0 \
o A U SWS S DASSS
m/z--> 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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Apocynin Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.234 8.88 ng/ul 2046210  Acenaphthene-d10 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 CSH1e03 000498-02-2 96
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 95
3 Apocynin 166 C9H1003 000498-02-2 95
4 Apocynin 166 C9H1003 000498-02-2 87
5 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 87

Abundance Scan 1895 (14.234 min): BP010893.D\data.ms (-1891) (- m/z 151.00 100.00%
151.0

5000
—— ——
43.0 1 14.00 14.50
0l | bl 14112100 28193432 4296 5228 1/, 166.00  43.05%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42057: Apocynin
151.0
5000 ‘_‘AH_
14.00 14.50
m/z 177.18  29.42%
43.0
O‘\‘\\‘\‘IJ‘L\A‘\JJ\‘\”‘L\‘\‘\ \l\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-

3

151.0
14.00 14.50
5000 ITI/Z 123.00 26.65%
43.0
VN USRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42059: Apocynin T —
151.0 14.00 14.50
m/z 43.00 13.02%
o M\J&M\v
43.0
Ot bt e e e —— ——
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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Hexathiane Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.922 4.21 ng/ul 968721  Acenaphthene-dile 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 91
2 Hexathiane 192 S6 013798-23-7 91
3 Hexathiane 192 S6 013798-23-7 91
4 2-Norbornanone, 1-(epithioethyl)... 228 C11H1603S 001782-93-0 59
5 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 38
Abundance Scan 2012 (14.922 min): BP010893.D\data.ms (-2007) (- m/z 63.90 100.00%
63.9
191.8
5000
127.9 \AJ%*‘ ]
" l ’ 15.00
Obrrrpdbith Ly L2681 354.9 424.3 4883547 /7 191.80  56.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67523: Hexathiane
64.0 192.0
5000 R
128.0 15.00
m/z 127.90  19.97%
O\\\‘\\\\"\\1\‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67525: Hexathiane
192.0
64.0 T
15.00
5000 m/z 149.00 16.13%
128.0
om_H“,leHuw‘,w‘mwH_m,www
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67524: Hexathiane —
64.0 192.0 15.00
m/z 193.80 14.17%
5000 128.0 J{
oH“_m",w_Huw‘,w‘mwH_m,www M :
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Phenol, 2,4,6-tris(1-methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.051  22.92 ng/ul 5279720  Acenaphthene-d10 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 90
2 4,6-di-tert-Butyl-m-cresol 220 C15H240 000497-39-2 83
3 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 81
4 Propanoic acid, 2-methyl-3-[4-t-... 220 C14H2002 1000131-87-0 81
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 81

Abundance Scan 2034 (15.051 min): BP010893.D\data.ms (-2029) (- m/z 205.15 100.00%

205.2
5000

43.0 135.1 15 00
Ol bl 1y |} 2669 341.9399.8457.65158  py/7 220.15  18.45%
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 T 1
15.00
m/z 206.15 15.67%
430 170
O‘\\\\“\\IJI“\H‘IW‘IWf\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99223: 4,6-di-tert-Butyl-m-cresol
205.0
57.0 ‘
15 00
5000 ITI z 43.05 8.35%

o

“ 135.0
L O R ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #99258: Phenol, 4,6-di(1,1-dimethylethyl)-2-methyl-
205.0 15 00

m/z 135.05 7.12%

5000
57.0
| 121.0

TN P

L
miz—> 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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Benzene, 1,4-dimethoxy-2,3,... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
15.246 6.57 ng/ul 1513320  Acenaphthene-d10 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dimethoxy-2,3,5,6-t... 194 C12H1802 013199-54-7 52
2 4-Acetyl-7-hydroxybenzo-2,1,3-th... 194 C8H6N202S 120893-38-1 47
3 Benzene, 2-(1,1-dimethylethyl)-1... 194 C12H1802 021112-37-8 47
4 4-tert-Butylcatechol, dimethyl e... 194 C12H1802 1000352-79-6 43
5 .alpha.,.alpha.-Diisopropyl-o-me... 222 C14H2202 010277-90-4 43

Abundance Scan 2067 (15.245 min): BP010893.D\data.ms (-2063) (- m/z 43.00 100.00%

43.0
5000 1791

—
15.00 15.50

121.0
o bbbl “‘_2‘3‘9@1"w‘3‘4‘2‘-‘9"4‘1‘4-‘517‘7““-2‘5‘3‘5-‘4 m/z 179.05 51.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69091: Benzene, 1,4-dimethoxy-2,3,5,6-tetramethyl-
179.0
5000
15.00 15.50

m/z 137.00  21.82%

91.0
P7.
\J\ﬁ‘m\“\“\l\u“‘hl\J\J\‘J\l‘\\\ \H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #69825: 4-Acetyl-7-hydroxybenzo-2,1,3-thiadiazole
179.0

T
15.00 15.50

o

5000 m/z 194.10 19.09%
118.0
LV T | S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 JL
Abundance #69104: Benzene, 2-(1,1-dimethylethyl)-1,4-dimethoxy- —=r— —r—
179.0 15.00 15.50

m/z 91.00 12.24%

5000
121.0
41.0 ‘
L l L Ll .‘ L

0\HM“‘\“\‘H‘H\‘\‘H e e — ——
m/z--> 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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Benzene, 1-(1,1-dimethyleth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.546 7.34 ng/ul 1689840  Acenaphthene-d10 14.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propofol 178 C12H180 002078-54-8 90
2 Propofol 178 C12H180 002078-54-8 86
3 Propofol 178 C12H180 002078-54-8 86
4 Benzene, 1-(1,1-dimethylethyl)-2... 178 C12H180 000088-40-4 86
5 Propofol 178 C12H180 002078-54-8 78

Abundance Scan 2118 (15.545 min): BP010893.D\data.ms (-2113) (- m/z 163.00 100.00%

163.0
5000
43.0
0 \ 15.50
o‘mx\,mﬁ?ﬁm_‘“‘2%4-‘?“39‘2;‘1"3]97:9_”“‘?9-9‘_5‘4‘1‘-9 m/z 43.00  31.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52790: Propofol
163.0
5000 —— ‘
15.50
m/z 178.10  27.46%
910H
O‘\\‘\l\"\l\”\\\‘m\\\l\\\ﬂ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52792: Propofol
163.0
T
15.50
5000 ITI/Z 91.00 13.05%
910{
o"H‘,uuh‘\whh‘w_‘H_m_m_Hww_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52794: Propofol 7
163.0 15.50
m/z 164.10 11.15%
5000
910H
0‘H‘WMNAﬂMMp‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ —
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\BP062722\
Data File : BP©10893.D

Acqg On : 28 Jun 2022 00:27

Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 27 Benzaldehyde, 4-hydroxy-3,5... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.828 5.73 ng/ul 1412310  Phenanthrene-d10 17.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 98
2 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 98
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 97
5 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 96

Abundance Scan 2166 (15.828 min): BP010893.D\data.ms (-2162) (- m/z 182.00 100.00%
1

82.0

%

5000
— —
3%PVQWT 15.50 16.00
o SRl Ll 26693268 40094608 549 ;181 60  58.78%
miz-> 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 15.67%
ol L1230
‘\\\\’\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

B

Abundance  #57563: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-
182.0
= =
15.50 16.00
5000 m/z 111.00 15.40%
65.0
N Y —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #57566: Benzaldehyde, 4-hydroxy-3,5-dimethoxy- — ——
182.0 15.50 16.00
m/z 93.00 13.14%
5000
111.0
39.0 \

omJ‘u‘,‘“"“““U“Uwm”wh‘u S S — ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 2(3H)-Benzothiazolone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.075 9.59 ng/ul 2362250  Phenanthrene-d10 17.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 96
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
3 Thieno[3,2-b]pyridin-7-o0l 151 C7H5NOS 107818-20-2 58
4 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 53
5 t-Butylhydroquinone 166 C10H1402 001948-33-0 50

Abundance Scan 2208 (16.075 min): BP010893.D\data.ms (-2201) (- m/z 151.00 100.00%
151.0

—

5000
69.0 LN \
16.00
ol b d ), 209.0 282.9 355.1415.0474.8533.2 1/, 96.00  72.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28647: 2(3H)-Benzothiazolone
151.0
5000 — :
16.00
69.0 m/z 123.00 60.97%
O ‘\\\\ﬂ\\‘“m\ﬂl“\‘\dh"\\'\\ \\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28644: 2(3H)-Benzothiazolone
151.0
— ‘
16.00
5000 ITI/Z 69.00 17.25%
69.0
O et A b e e e
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 10.71%
5000
70.0\ {
L UL e
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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Ethanone, 1-(4-hydroxy-3,5-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.434 9.61 ng/ul 2368410  Phenanthrene-d10 17.128
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 96
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 90
5 4,5-Dimethoxy-2- hydroxyacetophenone 196 C10H1204 020628-06-2 87

Abundance Scan 2269 (16.434 min): BP010893.D\data.ms (-2264) (-] | m/z 181.00 100.00%
181.0

T

5000
430 16.50
ol Lk i "“‘“\ Y “‘ L2421 3278 415147485326 n/; 196.10  49.80%
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 15.24%
’ | 123.0‘
O‘\\\1\J‘“\‘\'f“\““u\‘\‘\‘}\[\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

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

e

16.50
5000 m/z 153.00 12.79%

43.0

108.0
MHHMth

‘ TT T T ‘ ™ \‘\ ‘ T T ‘ TTTT ‘ LU ‘ LU ‘ TT T T ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70957: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)-

181.0 16.50

m/z 182.00  10.23%

o

%

5000

ool L b

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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 30 unknown-©3 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.892 7.28 ng/ul 1793920  Phenanthrene-d10 17.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lenthionine 188 C2H4S5 000292-46-6 22
2 Hexathiepane 206 CH2S6 017233-71-5 12
3 1,3-Benzenedithiol 142 C6H6S2 000626-04-0 9
4 4(1H)-Pyrimidinone, 2-(methylthio)- 142 C5H6N20S 005751-20-2 9
5 Benzenesulfinic-acid- 142 C6H602S 000618-41-7 9
Abundance Scan 2347 (16.892 min): BP010893.D\data.ms (-2342) (- m/z 141.90 100.00%
141.9
77.9
5000
205.8
— re——
‘ ‘ . 16.50 17.00
bbb L 280934314010 48915461 /7 77 96 58.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #63003: Lenthionine
78.0 142.0
5000 = e
16.50 17.00
m/z 63.90 48.79%
O \\‘\‘}“\\\‘\l\‘l\\"t\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83360: Hexathiepane
142.0
= —=
78.0 16.50 17.00
5000 m/z 205.80 36.26%
206.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22411: 1,3-Benzenedithiol 7= T
142.0 16.50 17.00
m/z 45.00  29.56%
5000 8.0 i
0‘”‘““‘”‘| = —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 31 n-Hexadecanoic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
18.045 6.31 ng/ul 1553470  Phenanthrene-d10 17.128
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 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 95
Abundance Scan 2543 (18.045 min): BP010893.D\data.ms (-2539) (- m/z 73.00 100.00%
73.0
5000 VL
2132 — ‘
“H F 18.00
o i :\l gk, 2809 356.0 42884889546 17 43.05  88.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.00
m‘ 213.0 m/z 60.00 87.45%
O‘\\\ ‘H \\i‘IWh\“}\‘ \1!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
=] 1 T
18.00
5000 m/z 55.00 72.69%
129.0
I TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143507: n-Hexadecanoic acid T ‘
43.0 18.00
m/z 57.05 71.40%
5000
129.0 256.0
o_“« l‘u “ﬂ‘}'{‘h\“u,‘%?ww\w_m_m‘wwww a—
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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 32 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.251 6.20 ng/ul 1526430  Phenanthrene-d10 17.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 95
2 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 95
3 6,7-Dimethoxy-4(1H)-quinazolinon... 278 C13H18N203Si 1000479-65-5 64
4 5-(2,3-Difluorophenyl)-2-pyridin... 278 C14H16F2N2Si 1000504-49-4 62
5 Cyanic acid, (1-methylethylidene... 278 C17H14N202 001156-51-0 62
Abundance Scan2578(18251num BP010893.D\data.ms (-2574) (- m/z 263.10 100.00%
68.1
5000 s57.0 L
147.0 —— ——
‘ ", ‘ 18.00 18.50
0 h b bl 200, | | 354.9414.6474.7536.1 1/ 57.05  42.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 — —
18.00 18.50
57.0 1470 m/z 278.10  21.90%
O \\\\‘\f!f{‘f‘\IT‘\‘\\\\‘E\)\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171083: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
268.0
— =
18.00 18.50
5000 ITI/Z 264.10 18.38%
57.0 1470
obbbsd e 20 UL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170360: 6,7-Dimethoxy-4(1H)-quinazolinone, TMS deri e =
268.0 18.00 18.50
m/z 147.00 18.01%
B VL
75.0
o 1890 |
e e e e e e e P P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.539 46.00 ng/ul 11967200  Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 95
3 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 94
4 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 94
5 Diphenolic acid 286 C17H1804 000126-00-1 86

Abundance Scan 2797 (19.539 min): BP010893.D\data.ms (-2792) (- m/z 213.10 100.00%
2138.1

5000

119.0
‘ 19.50

39.0 \ |
‘WWMMMM‘u“m"_ 2810 357.2415.0 488.9548.  1/7 119.00  23.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-

o

213.0
5000 —L :
19.50
119.0 m/z 228.05 16.19%
O‘\\EJ‘_‘\Q\‘\\\“H\\\‘\‘l\‘\\\‘\\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109422: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
T T
19.50
5000 m/z 214.05 15.93%

119.0
39.0 | \
T A

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

Abundance #109420: Phenol, 4,4'-(1-methylethylidene)bis- A
213.0 19.50

m/z 91.00 13.28%

o

5000

119.0

390 \
33 T VP G N S L
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 Ethanone, 1-[5-(5-trifluoro... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

26.351  4.57 ng/ul 1190136 Chrysene-di2 21.239

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanone, 1-[5-(5-trifluoromethy... 274 C11H9F3N20S 1000266-44-5 76
2 1,3-Diethyl-2-hydroxybenzothiazo... 274 C14H14N202S 1000227-15-3 64
3 6-(4-Methoxyphenyl)pyridazin-3-o0... 274 C14H18N202Si  1000476-89-3 64
4 Xanthotoxol, trimethylsilyl ether 274 C14H1404Si 1000462-10-7 64
5 7H-Furo[3,2-g][1]benzopyran-7-on... 274 C15H1405 054087-32-0 45

Abundance Scan 2935 (20.351 min): BP010893.D\data.ms (-2932) (- m/z 259.10 100.00%
259.1

5000

125.0 T

i ‘
‘ ‘ 109.0 20.00 20.50

b 1990 || 34104009 489.2549. . 574 19 53.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165284: Ethanone, 1-[5-(5-trifluoromethyl-1-methylpyraz
259.0

39.0
ol

o

5000

— ——
20.00 20.50
43.0 187.0 m/z 260.10  18.37%

| 119.0 Ll

T T T LI I O I B R R N I
[ | | I | I | I I I I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165590: 1,3-Diethyl-2-hydroxybenzothiazolo[3,2-a]pyrim

I

o

20.00 20.50
5000 m/z 125.00 17 .84%
69.0 163.0
0‘\u\“,J‘\“\‘\P‘“ﬂ\\‘H'\"\\IHLMH\\\“\\H\‘\u\‘uu‘uu‘uu‘uu‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165659: 6-(4-Methoxyphenyl)pyridazin-3-ol, TMS deriva = .
259.0 20.00 20.50

m/z 115.30  14.32%

5000

730 4850

o, bl |
owJ,‘u'hu\whﬂw\‘l"m"mw‘ L ——

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 38 unknown-04 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
20.728 4.29 ng/ul 1115690  Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethylanisole 136 C9H120 010568-38-4 48
2 2,3-Dimethylanisole 136 CS9H120 002944-49-2 47
3 Benzyl 4-hydroxybenzoate 228 C14H1203 000094-18-8 25
4 1H-Benzo[b]1l,4-diazepin-2(3H)-on... 303 C12H12F3N303  147594-83-0 25
5 3,4-Dimethylanisole 136 CS9H120 004685-47-6 20

Abundance Scan 2999 (20.728 min): BP010893.D\data.ms (-2995) (- m/z 302.05 100.00%

302.1
121.0
5000

-
39.0 J 217.1 20.50 21.00

0 _‘ww:“u:u\um‘\mwﬂ%?:Qﬁ??(??f‘T:‘ m/z 121.00  74.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18805: 3-Ethylanisole
121.0

5000

—
20.50 21.00
m/z 246.10  66.50%

Wi
\””LMWNN‘”\”‘W‘”‘W‘”\”‘W‘”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18834: 2,3-Dimethylanisole

121.0

T
20.50 21.00

o

5000 m/z 136.00 51.40%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109125: Benzyl 4-hydroxybenzoate T —
121.0 20.50 21.00

m/z 152.00  48.47%

5000
228.0
39.0

0o e e

T T
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\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 39 unknown-05 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.851 8.27 ng/ul 2150890  Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-4-(3,4-dimethoxyphenyl)-... 260 C13H12N202S 1000475-04-7 49
2 6,7,8,9-Tetrahydrodibenzo[b,d]fu... 260 C15H2002Si 1000471-87-6 47
3 Benzothieno[2,3-d]pyrido[1,2-a]p... 260 C14H16N20S 056929-65-8 46
4 Cyperine 260 C15H1604 033716-82-4 46
5 1,4-Benzenediamine, N,N'-diphenyl- 260 C18H16N2 000074-31-7 41

Abundance Scan 3020 (20.851 min): BP010893.D\data.ms (-3016) (- m/z 260.10 100.00%

260.1
5000 125.0
[ | S
o | | 1g 20.50 21.00
ow!“‘w b L5220 )\ 8550 43004902 /195 60 43.139

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

Abundance #147742: 2-Amino-4-(3,4-dimethoxyphenyl)-3-thiophenec
260.0

—

5000
20.50 21.00

174.0 \ \ m/z 245.10 33.02%

\NHM“?PL.M. \

TR \IH\‘\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\

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

O

:

Abundance #148037: Benzothieno[2,3-d]pyrido[1,2-a]pyrimidin-12(12
260.0 20.50 21.00

m/z 261.10  17.82%

260.0
20.50 21.00
5000 m/z 151.00 19.20%
108.0
45. 0\ ‘ 201,
O‘H‘M‘WﬂthHM‘WuP“‘H‘H‘W‘H‘_‘H‘H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
— —

5000

o, $30 11601780 | |
SEWONE-= -t el B ——
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 40 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.969 13.20 ng/ul 3433240  Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Tetracosene 336 C24H48 010192-32-2 93
4 1-Octadecanol 270 C18H380 000112-92-5 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 3040 (20.969 min): BP010893.D\data.ms (-3036) (- m/z 57.05 100.00%

5000
301.1
—
( ‘ 21.00
ow\‘m“‘”‘“"‘“"!‘1"'\1??‘1”“Lm‘m 3871 47585348 n 7 55.05  91.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
5000 L
21.00
m/z 83.05 88.04%
0 \‘\ “ 1\ i |1960 292.0 364.0
‘\\\ ‘\1!\‘!\\1‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
R
21.00
5000 ITI/Z 43.05 85.47%
5.0
oM ‘ul%ozeeo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene T
43.0 21.00
m/z 97.05 79.83%
111.0
5000
ol ilnﬁzomo‘” S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc

ALS Vvial : 26 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 41 2-(4-Methoxy-phenyl)-6-nitr... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
21.516 4.55 ng/ul 1185040  Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-Methoxy-phenyl)-6-nitro-ben... 302 C14H1ON204S 1000295-00-9 70
2 Pregn-5-en-3-0l, (3.beta.)- 302 C21H340 002862-58-0 58
3 Benzamide, N-(2,5-dimethoxypheny... 302 C15H14N205 1000307-35-4 50
4 1,1'-Biphenyl, 2,3,4,4'-tetramet... 302 C18H2204 123705-88-4 50
5 Retinoyl fluoride (all-trans) 302 C20H27FO0 083802-77-1 50
Abundance Scan 3133 (21.516 min): BP010893.D\data.ms (-3130) (- m/z 302.10 100.00%
302.1
5000
167.0
LN T
91 0 \ 21.50
2451
O b \“““‘“““ ‘|w e w 137004291 5051 ' ‘m/z 167.00  26.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #201424: 2-(4-Methoxy-phenyl)-6-nitro-benzo[d]isothiazo!
302.0
5000 1
2L50
m/z 287.10 22.84%
63.0 241)0
O \\\‘\Jl‘\“\l\a-g}\J\()‘J\-\S}\‘\\\\‘\\f\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202433: Pregn-5-en-3-ol, (3.beta.)-
302.0
RN \
21.50
5000 m/z 303.10 20.53%
2170
81.0 145.0 ‘ H
0 HJNwJNWM%uWMH“‘H“‘H“H“‘H“‘H“‘H“_“‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #201632: Benzamide, N-(2,5-dimethoxyphenyl)-4-nitro- e
150.0 302.0 21.50
m/z 136.00 16.15%
5000
76.0
L] n 225.0 |
((RAREE R B SRt —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062722\
Data File : BP010893.D

Acqg On : 28 Jun 2022 00:27
Operator : CG/JU

Sample : N3374-01RE

Misc :

ALS Vvial : 26 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 6.228 16.2 ng/ul 251e850 1 7.711 3105540 20.0
1-Hexanol, 2-et... 7.799 25.4 ng/ul 3939340 1 7.711 3105540 20.0
unknown-01 7.958 9.2 ng/ul 1422950 1 7.711 3105540 20.0
3,5-Dimethylhex... 8.558 4.1 ng/ul 637285 1 7.711 3105540 20.0
unknown-02 9.016 5.3 ng/ul 824288 1 7.711 3105540 20.0
p-Cumenol 10.905 5.9 ng/ul 80383700 2 10.522 271411000 20.0
Phenol, p-tert-... 11.963 20.3 ng/ul 275721000 2 10.522 271411000 20.0
(DEL) Alkane: C... 12.516 3.5 ng/ul 816372 3 14.369 4607030 20.0
(DEL) Alkane: C... 12.569 3.0 ng/ul 697827 3 14.369 4607030 20.0
Propofol 12.763 31.8 ng/ul 7317480 3 14.369 4607030 20.0
Phenol, 2,4-bis... 13.252 630.3 ng/ul 145193000 3 14.369 4607030 20.0
Vanillin 13.340 12.3 ng/ul 2831070 3 14.369 4607030 20.0
Phenol, 2,5-bis... 13.599 236.9 ng/ul 54562400 3 14.369 4607030 20.0
Phenol, 3,5-bis... 13.634 84.3 ng/ul 19428100 3 14.369 4607030 20.0
4-tert-Butyl-2,... 13.704 25.5 ng/ul 5881370 3 14.369 4607030 20.0
Benzofuran, 2,3... 14.140 11.8 ng/ul 2719800 3 14.369 4607030 20.0
Apocynin 14.234 8.9 ng/ul 2046210 3 14.369 4607030 20.0
Hexathiane 14.922 4.2 ng/ul 968721 3 14.369 4607030 20.0
Phenol, 2,4,6-t... 15.051 22.9 ng/ul 5279720 3 14.369 4607030 20.0
Benzene, 1,4-di... 15.246 6.6 ng/ul 1513320 3 14.369 4607030 20.0
Benzene, 1-(1,1... 15.546 7.3 ng/ul 1689840 3 14.369 4607030 20.0
Benzaldehyde, 4... 15.828 5.7 ng/ul 1412310 4 17.128 4926640 20.0
2(3H)-Benzothia... 16.075 9.6 ng/ul 2362250 4 17.128 4926640 20.0
Ethanone, 1-(4-... 16.434 9.6 ng/ul 2368410 4 17.128 4926640 20.0
unknown-03 16.892 7.3 ng/ul 1793920 4 17.128 4926640 20.0
n-Hexadecanoic ... 18.045 6.3 ng/ul 1553470 4 17.128 4926640 20.0
3,5-di-tert-But... 18.251 6.2 ng/ul 1526430 4 17.128 4926640 20.0
Phenol, 4,4'-(1... 19.539 46.0 ng/ul 11967200 5 21.239 5203280 20.0
Ethanone, 1-[5-... 20.351 4.6 ng/ul 1190130 5 21.239 5203280 20.0
unknown-04 20.728 4.3 ng/ul 1115690 5 21.239 5203280 20.0
unknown-05 20.851 8.3 ng/ul 2150890 5 21.239 5203280 20.0
(DEL) Alkane: S... 20.969 13.2 ng/ul 3433240 5 21.239 5203280 20.0
2-(4-Methoxy-ph... 21.516 4.5 ng/ul 1185040 5 21.239 5203280 20.0
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