LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072421\

Data File : BP0@6326.D

Acqg On : 25 Jul 2021 03:03

Operator : CG/JU

Sample : M3063-03

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-BP072421.M
Title : SVOA CALIBRATION
Signal . TIC: BP006326.D

peak R.T. first

# min
1 3.228
2 3.305
3 3.711
4 3.928
5 4.028
6 4.387
7 4.852
8 5.664
9 5.869
10 5.893
11 6.787
12 6.905
13 6.958
14 7.134
15 7.322
16 7.428
17 7.487
18 7.787
19 7.858
20 8.028
21 8.293
22 8.405
23 8.493
24 8.610
25 8.881
26 8.946
27 9.116
28 9.505
29 9.657
30 9.793
31 9.846
32 9.893
33 9.999
34 10.110
35 10.193
36 10.363

SFAM-EPA-BPO72421.

scan
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1002
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M Mon Jul

PK  peak
TY height
rvB 12715
rBv 62686
rBv 256701
rvB2 25758
rvB 20166
rvv 88030
rBv4 10690
rve3 14177
rBv5 15370
rvB 86756
rBveé 19584
rBv 46873
rvB2 390923
rvB 1178454
rvB 1227123
rvv7 17132
rvBg8 13754
rBV 1061041
rvB 58651
rBv4 17723
rBv2 20547
rvB3 19187
rBvV 1019625
rvB 59449
rBV 234148
rvB 1362446
rvB3 52318
rvBle 15348
rBvV 1061720
rvve 7373
rvws 18840
rvB3 64466
rBvie 9348
rvvo 9470
rvv 1640257
rBv 522841

corr.
area

85620
455209
45633
33011
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22418
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81217
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28093
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801072
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corr.
% max.

0.45%
0.45%
.02%
1.22%
4.72%
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1.01%
0.44%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072421\
Data File : BP0@6326.D

Acqg On : 25 Jul 2021 03:03
Operator : CG/JU

Sample : M3063-03

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-BP072421.M
Title : SVOA CALIBRATION
37 10.487 1252 1258 1265 rVV4 82446 150112 1.86% ©.179%
38 10.575 1265 1273 1279 rVV 1468114 2418352 29.98% 2.877%
39 10.640 1279 1284 1289 rVwv2 67579 117012 1.45% 0.139%
40 10.716 1289 1297 1307 rVB 1498933 2586277 32.06% 3.077%
41 10.887 1318 1326 1332 rBV 238577 377901 4.68% ©.450%
42 10.969 1336 1340 1349 rVB3 27698 51676 0.64% 0.061%
43 11.122 1361 1366 1372 rBV2 15294 23240 0.29% 0.028%
44 11.222 1379 1383 1389 rBV2 21016 38408 0.48% 0.046%
45 11.369 1403 1408 1417 rVB2 57203 100443 1.25% ©.119%
46 11.475 1422 1426 1431 rVW3 9037 14946 0.19% 0.018%
47 11.557 1431 1440 1447 rVV9 14568 43425 0.54% ©.052%
48 11.751 1469 1473 1478 rBv4 17057 28780 ©0.36% 0.034%
49 11.857 1487 1491 1496 rVB2 31580 44955 0.56% 0.053%
50 12.163 1536 1543 1549 rVB 34699 60857 0.75% 0.072%
51 12.334 1562 1572 1576 rBV8 13899 38415 0.48%  0.046%
52 12.616 1615 1620 1624 rBV5 13475 20756 0.26% 0.025%
53 12.698 1626 1634 1635 rBvVS8 13778 23157 0.29% 0.028%
54 12.781 1643 1648 1654 rVB 54514 83080 1.03% ©0.099%
55 12.881 1660 1665 1669 rBV 22705 34573 0.43% 0.041%
56 13.034 1685 1691 1696 rBV 116516 161129 2.00% 0.192%
57 13.263 1726 1730 1735 rVB 11090 15175 0.19% ©0.018%
58 13.340 1735 1743 1749 rBV 400371 595192 7.38% ©.708%
59 13.651 1790 1796 1802 rBV2 26888 50951 0.63% 0.061%
60 13.787 1815 1819 1821 rBV2 19730 25072 ©.31% ©0.030%
61 13.834 1821 1827 1835 rBV 3127060 4323166 53.59% 5.143%
62 14.104 1863 1873 1880 rBV 3546057 5034642 62.41% 5.989%
63 14.275 1898 1902 1907 rBV 13386 19772 0.25% 0.024%
64 14.416 1917 1926 1933 rBV 2116934 3117130 38.64% 3.708%
65 14.504 1936 1941 1945 rVB2 32059 43637 0.54% 0.052%
66 14.610 1949 1959 1969 rBV 369792 565735 7.01% 0.673%
67 14.840 1994 1998 2002 rVB5 26556 31179 ©.39% 0.037%
68 15.016 2021 2028 2034 rBV2 36900 56834 ©.70% ©0.068%
69 15.098 2034 2042 2047 rVWVW 61465 102257 1.27% 0.122%
70 15.145 2047 2050 2052 rVVv2 14487 20581 0.26% 0.024%
71 15.169 2052 2054 2059 rVB 15665 18643 0.23% 0.022%
72 15.245 2060 2067 2072 rBV2 105227 173926 2.16% 0.207%
73 15.410 2087 2095 2106 rBV 4447194 6326232 78.42% 7.525%
74 15.522 2108 2114 2128 rVV 1408515 2000021 24.79%  2.379%
75 15.651 2131 2136 2142 rVB2 55717 95698 1.19% ©.114%
76 15.781 2153 2158 2166 rVB2 48956 74407 ©0.92% 0.089%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072421\
Data File : BP0@6326.D

Acqg On : 25 Jul 2021 03:03
Operator : CG/JU

Sample : M3063-03

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-BP072421.M

Title : SVOA CALIBRATION

77 15.863 2167 2172 2176 rVB5 16609 23575 0.29% 0.028%
78 16.434 2265 2269 2273 rBV 11165 16743 0.21% ©0.020%
79 16.739 2314 2321 2323 rBv4 11153 22719 0.28% 0.027%
80 16.769 2323 2326 2330 rVB3 13993 18791 0.23% 0.022%
81 16.945 2351 2356 2364 rBV2 17619 29657 ©.37% 0.035%
82 17.163 2385 2393 2403 rVB 2442057 3517979 43.61% 4.185%
83 17.263 2403 2410 2423 rBV2 5078095 7098529 87.99%  8.444%
84 17.351 2423 2425 2432 rVB7 8102 15466 ©.19% ©0.018%
85 17.469 2442 2445 2450 rVB 17799 22438 0.28% 0.027%
86 17.539 2453 2457 2466 rBV5 10900 25733 0.32% 0.031%
87 17.845 2503 2509 2518 rBV2 1115624 1470689 18.23% 1.749%
88 18.069 2542 2547 2554 rBV 336942 472872 5.86% ©.563%
89 18.133 2554 2558 2571 rVB3 92039 211968 2.63% 0.252%
90 18.310 2585 2588 2592 rVB4 31520 38641 0.48%  0.046%
91 18.628 2639 2642 2646 rVB2 22496 23452 ©.29% ©0.028%
92 19.080 2715 2719 2724 rBV2 67152 93699 1.16% 0.111%
93 19.151 2727 2731 2735 rBV 61903 95159 1.18% 0.113%
94 19.310 2754 2758 2765 rBV 186941 250159 3.10% ©.298%
95 19.504 2785 2791 2801 rBV 5973708 7969995 98.79%  9.481%
96 19.733 2828 2830 2835 rBV2 17330 23337 ©0.29% 0.028%
97 20.986 3040 3043 3050 rBV2 326459 411433 5.10% ©.489%
98 21.263 3085 3090 3098 rBV 2967714 3752579 46.52% 4.464%
99 23.457 3456 3463 3471 rVB2 4304872 8067457 100.00%  9.597%
100 23.604 3482 3488 3498 rVB2 1961938 3836470 47.55%  4.564%

Sum of corrected areas: 84064222
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 25 Jul 2021 @©3:03
: CG/JU
: M3063-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072421\
BP006326.D

: 28  Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
: SVOA CALIBRATION

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

Abundance TIC: BP006326.D
6000000
5000000
4000000
3000000
2000000
8.946 1019 oxrpc
718822 ;787 8493 9.657
1000000
6.95 036
o 32285 k392ﬁ84387 4.852 5651563 6.85905)| 7vansy &5@288 116950 %Qﬁﬁlﬂliﬁ%ﬁﬂ
\\\‘\\\\‘\\\\ UL \\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\ T 1 T 7T T T 7T \\\\‘\\\\ \\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 O. 950 1000 1050 11.00 11.50
Abundance TIC: BP006326.D
6000000 19.504
17.263
5000000
15.410
4000000
14.104
13.834
3000000
17.163
14.416
2000000
15.522
17.845
1000000
13.340 4.610 18.069 1
085172.15.33412%5@,@331.2@13 7 4. 591448&@&% 1651863 16.4306 TEDA51 13699 3108628 190807 019.733
s e e e e e e e e —
Time> 1200 1250 13.00 1350 1400 1450 1500 1550 1600 1650 17.00 1750 18.00 1850 19.00 1950 20.00
Abundance TIC: BP006326.D
6000000
5000000 23.457
4000000
21.263
3000000
2000000
1000000
N
0 T T T ‘ L ‘ T T T ‘ T T T ‘ T T T ‘ L ‘ L ’ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ T T T ‘ T
Time--> 21.00 21.50 22.00 2250 23.00 2350 2400 2450 2500 2550 26.00 2650 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\BP072421\
Data File : BP0@6326.D

Acq On : 25 Jul 2021 03:03
Operator : CG/JU

Sample : M3063-03

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Phenol, 2-methoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.880 4.52 ng/ul 381156 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91

4 Mequinol 124 C7H802 000150-76-5 91

5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90

Abundance Scan 985 (8.881 min): BP006326.D\data.ms (-979) (-) m/z 109.00 100.00%

109.0
5000
R EARmmEEZ RIS
51{.0 8.60 8.80 9.00 9.20
b L 2090 281.1340.9 4301 5359 ./, g1.00  79.06%

o

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

Abundance #11909: Phenol, 2-methoxy-
109.0

5000 U R B R B R
8.60 8.80 9.00 9.20
m/z 123.95 76.89%
511.0
O‘\\‘f‘f‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11911: Phenol, 2-methoxy-
109.0
R R
8.60 8.80 9.00 9.20
5000 ITI z 53.00 20.00%
27.0
o_‘ww"H_H‘,‘m‘H‘wH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11910: Phenol, 2-methoxy- R N REEREREEY
109.0 8.60 8.80 9.00 9.20
m/z 51.95 10.91%
5000
27.0
o_“w‘:{"ﬂwmm_m,mwmWm‘HH_HWWHHM A -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP072421\

Data File : BP@06326.D

Acq On : 25 Jul 2021 03:03
Operator : CG/JU

Sample : M3063-03

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421 .M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.360 6.62 ng/ul 801072 Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64

Abundance Scan 1237 (10.363 min): BP006326.D\data.ms (-1230) (-  m/z 57.05 100.00%
57.0

5000 JL
— i
J\lszo 10.00 10.50
ol A LTSZ0  2221282.8342.3 4293 5028 /7 45.00  88.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — —
10.00 10.50
‘ m/z 41.05 37.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
= ey
10.00 10.50
5000 ITI/Z 75.00 22.78%
ol‘h T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- — ——
57.0 10.00 10.50
m/z 56.05 16.31%
) V\AJ\\M\\
RIS U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072421\
Data File : BP0@6326.D

Acq On : 25 Jul 2021 03:03
Operator : CG/JU

Sample : M3063-03

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Bicyclo[3.1.1]hept-3-en-2-o0... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.890 3.13 ng/ul 377901 Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]hept-3-en-2-one, 4... 150 C1@H140 001196-01-6 96
2 Bicyclo[3.1.1]hept-3-en-2-one, 4... 150 C1@H140 001196-01-6 96
3 Bicyclo[3.1.1]hept-3-en-2-one, 4... 150 C10H140 000080-57-9 94
4 Bicyclo[3.1.1]hept-3-en-2-one, 4... 150 C10OH140 001196-01-6 90
5 Bicyclo[3.1.1]hept-2-en-6-one, 2... 150 C1@H140 000473-06-3 90

Abundance Scan 1326 (10.887 min): BP006326.D\data.ms (-1318) (- m/z 107.05 100.00%
107.1

5000 39.0

!

.

ol L—
| \ 1050 11.00
U1} 2219 2961 360.0428.0488.7549, | g5 o5 77.g0%

|
UL

)
T A

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27698: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl-, (;

107.0
41.0
5000 e e
10.50 11.00
HH‘ m/z 135.00  71.51%
O‘\\\\"l\‘l!\\Wl}“‘ “‘J\\‘]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27696: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl-, (;

107.0 L

\
10.50 11.00
5000 m/z 79.10  49.19%
39.0

h“Mﬂl\ﬂ‘J

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27669: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl- = e
107.0 10.50 11.00

m/z 80.00 47.48%

o

N

39
5000

o

i

I \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072421\
Data File : BP0@6326.D

Acq On : 25 Jul 2021 03:03
Operator : CG/JU

Sample : M3063-03

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Vanillin Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.340 3.82 ng/ul 595192  Acenaphthene-d10 14.416
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 97
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96

Abundance Scan 1743 (13.340 min): BP006326.D\data.ms (-1735) (- m/z 151.00 100.00%

151.0
5000
81.0
| ‘ | 13.00 13.50
ol bbddy L1 22092816 3569 4288 5209 ./, 153 00  86.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29936: Vanillin
15p.0
5000
13. 00 13 50
81.0 m/z 81.00 34.71%
O‘\\‘\‘!i“!"\Jf“!l\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29934: Vanillin
151.0
13. 00 13 50
81.0
solid
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 16.75%
5000
81.0
selil
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\BP072421\
Data File : BP0@6326.D

Acq On : 25 Jul 2021 03:03
Operator : CG/JU

Sample : M3063-03

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.850 8.36 ng/ul 1470690  Phenanthrene-d10 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 97
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 95
4 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 83
5 1,3-Pentadiene, 1,1-diphenyl-, (Z)- 220 C17H16 015295-31-5 50

Abundance Scan 2509 (17.845 min): BP006326.D\data.ms (-2503) (-  m/z 57.05 100.00%

57.0 205.1
5000
‘ 17‘50‘ ‘18‘00‘
ol H“‘l,“ﬁnl« mel M il 2761 35514132 5282 17 g5 10 88.16%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 — —
17.50 18.00
m/z 55.00 56.99%
l ‘135.0
0“HﬂWWWWﬂ 276.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
= —l
17.50 18.00
5000 ITI/Z 217.20 55.43%
205.0
[ “HJ | Hu,Jm‘.ul‘.w.m,m i H‘ h ‘w ‘\\‘ ‘Z‘Zb}(‘)‘ R AR R s R m A S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene- — ——
205.0 17.50 18.00
m/z 175.05 51.42%
57.0
5000
135.0
2[76.0
0! A —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072421\
Data File : BP0@6326.D

Acq On : 25 Jul 2021 03:03
Operator : CG/JU

Sample : M3063-03

Misc :

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.070 2.69 ng/ul 472872  Phenanthrene-d10 17.163
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 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97

Abundance Scan 2547 (18.069 min): BP006326.D\data.ms (-2542) (- m/z 73.00 100.00%

73.0
5000
2132 T
M' 18.00
Obrr H‘Jwﬂ_lﬁ\mn‘359?u35??‘4?9?&994?45‘ m/z 59.95  78.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — :
18.00
‘ 157.0 m/z 43.05 68.97%
O‘\\‘JIH‘I\ J“f"“‘muvulll““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
RN I
18.00
5000 256.0 ITI/Z 57.10 59.39%
129.0
o_“fH‘ m'm*”,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid —r
43.0 256.0 18.00
m/z 55.05 55.77%
5000
129.0
o‘m‘““ “”M\ujr?.b“‘ —L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072421\

Data File : BP@
Acqg On : 25
Operator : CG/
Sample . M30
Misc :

ALS vial : 28

Quant Method
Quant Title

TIC Library

Library Search Compound Report

06326.D

Jul 2021 ©3:03
Ju

63-03

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421 .M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.990 2.19 ng/ul 411433  Chrysene-di12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93

5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 3043 (20.986 min): BP006326.D\data.ms (-3040) (-
83.1

m/z 83.10 100.00%

5000

-

2070
;IJA 281.0 357,0 430.2 2100
Ok H_"?L_m_‘H_HWm““““““499‘9‘5““?‘ m/z 69.10  93.27%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
53.0
5000 L
21.00
1P5.0 m/z 57.05 89.77%
350.0
‘\H’\ \‘1\H‘\\H‘\\H‘\H\‘\H\[\H\‘\H\‘\H\‘\H\‘\

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

%

Abundance #179253: n-Nonadecanol-1
83.0
21.00
5000 ITI/Z 55.10 86.43%
oro0 |11 sa0 2380
e "‘H‘H‘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 #306022: Nonacos-1-ene .
57.0 21.00
m/z 43.05 84.91%
5000
125.0
ol Ll (1IN ot
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\BP072421\
Data File : BP0@6326.D

Acqg On : 25 Jul 2021 03:03
Operator : CG/JU

Sample : M3063-03

Misc :

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP072421.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|
Phenol, 2-methoxy- 8.880 4.5 ng/ul 381156 1 7.787 1684690 20.0
Ethanol, 2-(2-b... 10.360 6.6 ng/ul 801072 2 10.575 2418350 20.0
Bicyclo[3.1.1]h... 10.890 3.1 ng/ul 377901 2 10.575 2418350 20.0
Vanillin 13.340 3.8 ng/ul 595192 3 14.416 3117130 20.0
7,9-Di-tert-but... 17.850 8.4 ng/ul 1470690 4 17.163 3517980 20.0
n-Hexadecanoic ... 18.070 2.7 ng/ul 472872 4 17.163 3517980 20.0
(DEL) Alkane: S... 20.990 2.2 ng/ul 411433 5 21.263 3752580 20.0
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