LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc :

ALS vial : 7 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43739.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.145 667 673 681 rVB 76237 136253 0.12% 0.972%
2 7.492 726 732 740 rVB2 84849 143427 0.12% 0.075%
3 7.592 740 749 757 rBV 86817 156302 ©0.13% 0.082%
4 7.963 805 812 818 rBV 1024015 1665607 1.44% 0.875%
5 8.028 818 823 836 rVvB 165611 324599 0.28% 0.170%
6 8.692 930 936 945 rBvV2 83773 158284 ©0.14% ©0.083%
7 9.139 1004 1012 1022 rBV 70204 147303 0.13% 0.077%
8 9.863 1127 1135 1142 rBV 57797 117550 0.10% 0.062%
9 10.410 1222 1228 1237 rBV2 71550 160765 0.14% 0.084%
10 10.769 1283 1289 1302 rVB 1246595 2209315 1.91% 1.160%
11 11.998 1494 1498 1508 rVB3 64856 129999 0.11% 0.068%
12 12.192 1513 1531 1549 rBV2 394527 1865441 1.61% 0.979%
13 12.827 1634 1639 1646 rVB 169743 282798 0.24% 0.148%
14 13.210 1695 1704 1707 rBV4 116731 270258 ©.23% 0.142%
15 13.386 1728 1734 1742 rBV4 83647 251748 ©0.22% 0.132%
16 13.598 1766 1770 1774 rBV3 85366 122338 0.11% 0.064%
17 13.857 1808 1814 1819 rBV 996486 1512678 1.31% 0.794%
18 13.904 1819 1822 1830 rVB5 99331 211957 ©0.18% 0.111%
19 14.021 1837 1842 1848 rBV2 244319 467701 0.40% 0.246%
20 14.110 1853 1857 1863 rVB 258989 397045 ©0.34% 0.208%
21 14.298 1885 1889 1897 rBV3 208930 432872 0.37% 0.227%
22 14.410 1904 1908 1915 rBV4 266940 417973 0.36% 0.219%
23 14.480 1916 1920 1926 rBV2 684562 1020959 0.88% 0.536%
24 14.598 1935 1940 1946 rBV 2185320 3357379 2.90% 1.763%
25 14.657 1947 1950 1957 rVB7 202197 299851 ©0.26% 0.157%
26 15.151 2030 2034 2038 rBV 592035 935010 0.81% 0.491%
27 15.233 2038 2048 2056 rVV 2739161 5281846 4.56% 2.773%
28 15.421 2076 2080 2086 rBV2 1347563 2307870 1.99% 1.212%
29 15.539 2096 2100 2106 rBV 610755 947713 0.82% 0.498%
30 15.598 2106 2110 2114 rBV2 334167 563151 0.49% 0.296%

31 15.704 2123 2128 2135 rVB 2504100 3733378 3.22%  1.960%
32 17.033 2344 2354 2356 rBV 45018509 115868452 100.00% 60.835%
33 17.145 2369 2373 2378 rBV4 2518435 4752303 4.10%  2.495%
34 20.621 2962 2964 2968 rVB2 2684307 2866749 2.47%  1.505%
35 21.450 3101 3105 3113 rVB 10834491 13355122 11.53% 7.012%

36 21.544 3117 3121 3130 rVB2 3480818 5915315 5.11% 3.106%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 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_M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

37 23.968 3529 3533 3541 rVB 1951187 4030514  3.48% 2.116%
38 25.709 3820 3829 3845 rVB 4972768 13644185 11.78% 7.164%

Sum of corrected areas: 190462010
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043739.D\data.ms
5e+07

4e+07
3e+07
2e+07

1le+07

7.1457.2%22 ‘9638 8.692 9.139 9.863 10.4149769

0\\‘\\\\\\\\\\\\\\\\\\\\\\\\’\\\\\W_V_F‘\‘v_v_r‘\\\\\T\\‘\’\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM043739.D\data.ms
5e+07 17&33

4e+07

3e+07

2e+07

7.145
1le+07

.704

0090892 128273, 23@%@%@&@%@

Time--> 12.00 12.50 1300 1350 1400 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM043739.D\data.ms

5e+07

4e+07

3e+07

2e+07 21.450

1le+07 2 25.709

e
A
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.028 3.90 ng/ul 324599 1,4-Dichlorobenzene-d4 7.963

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 74
3 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59

Abundance Scan 823 (8.028 min): BM043739.D\data.ms (-818) (-) m/z 57.10 100.00%

57.1
R o BARNEEEENEE
H ‘ ‘98.0 7.80 8.00 8.20 8.40
b ST 1290 19102211 2668y, 41,10 38.30%
miz-> 50 100 150 200 250
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 L B I L LI LN B
7.80 8.00 8.20 8.40
27,0 m/z 43.10 32.95%
LU fomo
\‘\‘\\“”‘H\‘\‘\“\“\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
R E A ARREEEEEE
7.80 8.00 8.20 8.40
5000 m/z 55.10 26.13%
27.0 ‘ ‘98.0
A e
miz--> 50 100 150 200 250
Abundance #61072: 1-Isobutoxy-2-ethylhexane R AR R
57.0 7.80 8.00 8.20 8.40
m/z 56.05 21.11%
5000
270
‘ H 112.0
A R X E— SRR -
m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\B
BM@43739.D

: 03 Jan 2024 18:44

: MA/JU

: 05952-08DL 10X

: 7 Sample Multiplie

: SVOA CALIBRATION

: C:\Database\NIST

TIC Integration Parameters: LSCI

Library Search Compound Report

NA_M\Data\BM010224\

r: 1

20.L
NT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M

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 2 4,5-Heptadien-2-

one, 3,3,6-...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.192 16.89 ng/ul 1865440  Naphthalene-d8 10.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual

»5-
-1
L 4-
ua

-Heptadien-2-one, 3,3,6-trime... 152 C10H160
sopropyl-3,3-dimethyl-2-methy... 152 C10H160
Dihydroxyphenylbenzyl ketone 228 C14H1203
iacol, 4-butyl-

180 C11H1602

-Pentenoic acid, 3-methyl-5-(2,... 236 C15H2402

081250-41-1 50
081250-44-4 50
003669-41-8 42
059832-96-1 40
1000196-81-2 38

Abundance Scan 1531 (12.192 min): BM043739.D\data.ms (-1513) (- | m/z 137.05 100.00%
137.1
5000 J/k
— —
41.0 81.1
‘ Ll H‘ 1091 | 16511910 12.00 12.50
o‘m_"MH‘u_uH‘HH_m_"w‘m‘wwwwm m/z 81.10  13.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29254: 4,5-Heptadien-2-one, 3,3,6-trimethyl-
137.0
5000 67.0 T T T
12.00 12.50
m/z 41.05 12.11%
109.0
\\\\‘\\\\“‘\\\‘\‘\‘\‘\\““\\‘\m\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29391: 5-Isopropyl-3,3-dimethyl-2-methylene-2,3-dihydr
137.0
e
12.00 12.50
43.0 o
5000 ITI/Z 123.10 10.45%
95.0 ‘
SNV - RV W 0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109145: 2,4-Dihydroxyphenylbenzyl ketone = =
137.0 12.00 12.50
m/z 138.00 10.14%
81.0
53.0
LA [0 | 1slo 2280 et M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Longifolene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.857 9.01 ng/ul 1512680  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 Longifolene 204 C15H24 000475-20-7 99
3 Longifolene 204 C15H24 000475-20-7 98
4 Longifolene 204 C15H24 000475-20-7 94
5 Longifolene 204 C15H24 000475-20-7 93

Abundance Scan 1814 (13.857 min): BM043739.D\data.ms (-1808) (- m/z 91.05 100.00%

91.0 161.1
41.1
5000
04.2 - T
“ ‘ ‘ 13.50 14.00
ol dd bl 2660 341 h/7 161,10 87.73%
miz--> 50 100 150 200 250 300
Abundance #80100: Longifolene
91.0
41.0 161.0
5000 N LN
13.50 14.00
f040 m/z 105.10  75.41%
‘
miz--> 50 100 150 200 250 300
Abundance #80114: Longifolene
41.0 94.0 161.0

= ‘
13.50 14.00
5000 04.0 m/z 41.10 68.77%
| ‘\ ||
Ay
100

m/z--> 50 150 200 250 300

Abundance #80113: Longifolene “ ——
161.0 13.50 14.00

m/z 93.05 68.07%

3

91.0
41.0
5000

o
I B
o

o ‘
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 cis-Thujopsene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.110 2.37 ng/ul 397045  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Thujopsene 204 C15H24 000470-40-6 95
2 cis-Thujopsene 204 C15H24 000470-40-6 43
3 (1R,4R,5S)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 42
4 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 42
5 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 38
Abundance Scan 1857 (14.110 min): BM043739.D\data.ms (-1853) (- | m/z 71.10 100.00%
71.1
43.1
5000 119.1 M
—— —
0,75 204 14.00 14.50
o : 2670 m/z 43.10  58.23%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80141: cis-Thujopsene
119.0
5000 —r ——
91,0 14.00 14.50
41.0 204.0 m/z 41.10 55.23%
147.0
175.0
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #80140: cis-Thujopsene
119.0
—— —
41.0 14.00 14.50
69.0 m/z 119.05 51.58%
5000 204.0
161.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80313: (1R,4R,5S)-1,8-Dimethyl-4-(prop-1-en-2-yl)spiro

.

1 —
14.00 14.50

119.0
m/z 55.10  43.67%
5000
a0 790
161.0  204.0
e —
m/z--> 20 40 60 80 100120140160 180200 220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 Limonene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.410 2.49 ng/ul 417973  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Limonene 136 C1OH16 000138-86-3 76
2 Camphene 136 C1OH16 000079-92-5 55
3 Camphene 136 C1@H16 000079-92-5 55
4 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 003853-83-6 49
5 Camphene 136 C10H16 000079-92-5 46
Abundance Scan 1908 (14.410 min): BM043739.D\data.ms (-1904) (- | m/z 93.10 100.00%
93.1
0 M_J\JLVM
——
‘ ‘ 14.50
A Mum " H“ ‘u ‘2253‘9267‘9‘ 2408 nyz 68.10 71.07%
miz--> 50 100 150 200 250 300 350
Abundance #17991: Limonene
68.0
5000 T
14.50
107.0 m/z 121.10 64.03%
LA
\‘\‘\““‘\“\“\“‘\‘ \\‘\\ \\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #18001: Camphene
93.0
——
41.0 14.50
5000 m/z 67.10 53.29%
\ LT
U H\HHM 0
m/z--> OO 150 200 250 300 350
Abundance #18003: Camphene —
93.0 14.50
m/z 41.10 41.31%
5000
41.0
‘ ‘ 36.0
U1 -
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 (1R,4S,5S)-1,8-Dimethyl-4-(... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.480 6.08 ng/ul 1020960  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4S,5S)-1,8-Dimethyl-4-(prop-... 204 C15H24 043219-80-3 83
2 (1R,4R,55)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 74
3 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 52
4 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 52
5 cis-.alpha.-Bergamotene 204 C15H24 018252-46-5 52
Abundance Scan 1920 (14.480 min): BM043739.D\data.ms (-1916) (- | m/z 119.10 100.00%
119.1
57.1
w0 ML\/\/W
Tel'l 1450
04.1 :
0 ““‘wh“u““ ;‘h L 081 2501 855 ./ 57.10 82.78%
m/z--> 50 100 150 200 250 300 350
Abundance #80312: (1R,4S,5S)-1,8-Dimethyl-4-(prop-1-en-2-yl)spiro
119.0
5000 79. UL
410 14.50
' 61.0 m/z 93.10 78.50%
| ‘ 20‘4.0
\HH 1 T
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #80313: (1R,4R,5S)-1,8-Dimethyl-4-(prop-1-en-2-yl)spiro
119.0
——
14.50
5000 m/z 41.10 68.22%
41.0 79.0
‘ ‘ ‘ 161.0 204.0
‘H‘ ‘N ‘\‘H‘\‘Lh} \1‘\‘ ““‘h‘w ‘\ ‘\hh‘ h“ “\ o “ ““ R
m/z--> 50 100 150 200 250 300 350
Abundance #80234: trans-.alpha.-Bergamotene —
119.0 14.50
m/z 121.10  62.99%
5000 69.0 M\/\J\A%WN
ZQ.J ‘ H ‘ 189.0
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.151 5.57 ng/ul 935010  Acenaphthene-di1e 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
2 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 99
3 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
4 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 99
5 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 98

Abundance Scan 2034 (15.151 min): BM043739.D\data.ms (-2030) (- m/z 231.90 100.00%

231.9
5000 131.0
61.0

‘ ‘1939 T T
4‘\\M

15.00 15.50

“‘WMMMMWHMmMW 2821 385 m/z 229.90  75.95%

. H\m
firm
miz--> 50 100 150 200 250 300 350
Abundance #111918: Phenol, 2,3,4,6-tetrachloro-
232.0
131.0

5000 — —_
15.00 15.50
61.0 . .95%
194.0 m/z 233.90 48.95
m/z--> 50 100 150 200 250 300 350
Abundance #111914: Phenol, 2,3,5,6-tetrachloro-
232.0
—— —
15.00 15.50
5000 131.00  45.83%
131.0 194.0
279 M Hu “\ I h . H W e
m/z--> 50 lOO 150 200 250 300 350
Abundance #111921: Phenol, 2,3,4,6-tetrachloro-
232.0 15 00 15 50
133.00 26.56%
5000
131.0
61.0 ‘ H 194.0
12.0 L m\‘hm by \h\ I N , ‘H\“‘ . M e e

m/z--> 50 100 150 200 250 300 350 15 00 15 50

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:51:14 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44

Operator : MA/JU

Sample : 05952-08DL 10X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 unknown-01 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.421 13.75 ng/ul 2307870  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 43
2 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 43
3 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 43
4 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 38
5 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 37

Abundance Scan 2080 (15.421 min): BM043739.D\data.ms (-2076) (1 m/z 109.10 100.00%
109.1
57.1
5000
=
ol bl b, | 11,1961 2461 3270 n.; 57.10  52.52%
m/z--> 50 100 150 200 250 300 350
Abundance #6241: 2,3-Pyridinediamine
109.0
5000 LN
15.50
55.0 m/z 82.16  34.39%
18.¢ \‘ \h‘ 1T ‘ LI \’ LI ‘ L ‘ LI \‘ T
miz--> 50 100 150 200 250 300 350
Abundance #6233: 2,3-Pyridinediamine
109.0
——
15.50
5000 m/z 41.10 32.35%
55.0
o L L
m/z--> 50 100 150 200 250 300 350
Abundance #6247: Pyridine, 2,5-diamino- P
109.0 15.50
m/z 70.10  26.24%
5000
54.0
¥QQ1MWN‘W“‘“““‘,““““““““ ——
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 Pyridine-2,4-diamine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.539 5.65 ng/ul 947713  Acenaphthene-di1e 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 64
2 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 64
3 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 50
4 (4-Fluorophenyl) methanol, tert.... 182 C11H15FO 1000374-64-1 50
5 (2-Fluorophenyl) methanol, tert.... 182 C11H15FO 1000374-56-8 50
Abundance Scan 2100 (15.539 min): BM043739.D\data.ms (-2096) (- | m/z 109.10 100.00%
109.1
- JJUL
411 152.1 1550 ‘
bbb A | 11961 2522 3853401 .. 8310  31.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #6245: Pyridine-2,4-diamine
109.0
5000 —— :
15.50
m/z 41.10 12.68%
54.1
\\‘\“w“‘hh\m\\‘\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #6234: 2,6-Pyridinediamine
109.0
RN T
15.50
5000 m/z 152.05 12.45%
39.0
“WMWWLJ‘ N
m/z--> 50 100 150 200 250 300 350 400
Abundance #6233: 2,3-Pyridinediamine T
109.0 15.50
m/z 55.10 9.64%
5000
55.0
‘ﬂWWWN‘JN‘ L LA e e —
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.704  22.24 ng/ul 3733380  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro... 202 C14H180 005409-55-2 97
2 1(2H)-Naphthalenone, 3,4-dihydro... 202 C14H180 005409-55-2 94
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 53
4 Phthalazin-1-one 146 C8H6N20 000119-39-1 50
5 4-Pyrimidinol, 5-fluoro-6-(fluor... 146 C5H4F2N20 1010319-28-7 50
Abundance Scan 2128 (15.704 min): BM043739.D\data.ms (-2123) (- | m/z 146.05 100.00%
146.1
5000
202.1
—r .
390 9| 15.50 16.00
ol Bk il dy 1 2392 28403269 7 565 19 29.51%
miz--> 50 100 150 200 250 300
Abundance #78007: 1(2H)- Naphthalenone 3,4-dihydro-3,3,6,8-tetran
46.0
5000 — —
202.0 15.50 16.00
m/z 118.10 17.18%
\\3\9\?\\\\“‘\“‘\h\\“‘\\\‘\“\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #78008: 1(2H)-Naphthalenone, 3,4-dihydro-3,3,6,8-tetran
146.0
P o
15.50 16.00
5000 m/z 117.10 16.93%
202.0
39.0 91.0
SV U NS S
m/iz--> 50 100 150 200 250 300
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopentala]pentaler — ——
146.0 15.50 16.00
m/z 115.10 12.05%
5000
91.0
39.0 ‘ ‘
T T —— S
m/z--> 50 100 150 200 250 300 15.50 16.00

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:51:18 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 5,11-Diethyl-8-methyl-7,9-d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.145 20.00 ng/ul 4752300  Phenanthrene-di10 17.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,11-Diethyl-8-methyl-7,9-dioxap... 286 C18H3802 1000334-83-1 53
2 5-Ethyl-5-methylheptadecane 282 C20H42 1000360-42-5 53
3 (+-)-3-Methyl-1-penten-3-ol 100 C6H120 1010238-75-4 46
4 Octane, 1-iodo- 240 C8H17I 000629-27-6 43
5 Octane, 1-iodo- 240 C8H171 000629-27-6 38

Abundance Scan 2373 (17.145 min): BM043739.D\data.ms (-2369) (- | m/z 57.10 100.00%

57.1
5000 113.2

7
247.9 17.00 17.50

‘ 185.2
oLt “‘ w‘w bt ‘ i 2900 3851 071 10 o6.98%
miz--> 50 100 150 200 250 300 350
Abundance #181802: 5,11-Diethyl-8-methyl-7,9-dioxapentadecane
5710 1130
157.0
5000 — e
17.00 17.50

m/z 113.15  49.59%

T \“‘\“ ‘ ‘!‘ \“\ ‘ \“\ T \‘ ‘ ‘\ LI ’ L ‘2\7\1.\0\ ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #176400: 5-Ethyl-5-methylheptadecane
57.0

—
17.00 17.50

5000 113.0 m/z 43.10 43,22%
253.0
SEEUEURENEL 17T i
m/z--> 50 100 150 200 250 300 350
Abundance #4408: (+-)-3-Methyl-1-penten-3-ol —— —
71.0 17.00 17.50

m/z 41.10 26.51%

5000
27.0

T \
m/z--> 50 100 150 200 250 300 350 17.00 17.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:51:20 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44

Operator : MA/JU

Sample : 05952-08DL 10X

Misc

ALS vial : 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

Quant Method
Quant Title

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.621 9.69 ng/ul 2866750  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 97
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 56
3 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 55
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 46
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 46

Abundance Scan 2964 (20.621 min): BM043739.D\data.ms (-2962) (-

216.1
5000
69.1 1594 2p6.3 ASSh ——
H ‘ ‘ 20.50 21.00
0 ML 35434120 4912 4/ 175.19  95.54%
miz-> 0 50 100 150 200 250 300 350 400 450 500

m/z 216.10 100.00%

Abundance

#181948: 2-Phenanthrenol,

4b,5,6,7,8,8a,9,10-octahydro

5000

69.0

hhhuu“Mmﬂw

175.0 271.0

L]

\\\\‘\\1\‘\

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

Abundance

5000

108.0
39.0

216.0

#94564: Pyrene, 2-methyl-

\\\\\\\\\\\\\\\J\J\l\\\\\\\\\\\\\\\\\\\\\\\\\\\
I | | | | T I T I T | T

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

5000

690

Ll \“ ‘i Ll u byl |

27

175.0

hi\‘hl“ J‘ Il

Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro

1.0

B

20.50 21.00

m/z 215.10  80.02%

=

20.50 21.00

m/z 271.15  79.44%

.

20.50 21.00

m/z 201.10 60.07%

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

=

20.50 21.00

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:51:22 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 Octachlorodibenzo-p-dioxin Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

25.709 67.70 ng/ul 13644200  Perylene-di12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octachlorodibenzo-p-dioxin 456 C12C1802 003268-87-9 87
2 2,3,6-Tribromophenanthrene-9-car... 456 C15H7Br302 056988-60-4 43
3 Cholest-7-en-3-0l, (3.beta.,5.al... 458 C30H540Si 002665-03-4 11
4 Benzene, 1,4-bis(3-phenylindol-2... 460 C34H24N2 164936-88-3 10
5 2'-Hydroxy-3,3',4"'-trimethoxycha... 460 C21H17F506 1000453-84-7 9

Abundance Scan 3829 (25.709 min): BM043739.D\data.ms (-3820) (- | m/z 459.80 100.00%
459.8

—

— ‘
25.50 26.00

0! m/z 457.80 88.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #327531: Octachlorodibenzo-p-dioxin
460.0
5000 1

2550 2&00
m/z 461.80 64.09%

142.0 230.0 332.0 395.0
83.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #327553: 2,3,6-Tribromophenanthrene-9-carboxylic acid

.

Abundance #328498: Cholest-7-en-3-ol, (3.beta.,5.alpha.)-, TMS deri
458.0 25.50 26.00

m/z 455.80  34.74%

458.0
— —
25.50 26.00
m/z 142.00 48.61%
5000 174.0 /
450 334.0
do || 20
VAT o v I Y R I
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
A ——

255.0

5000
75.0

353.0 ‘
|

mmnmmmmlmm‘l.xﬂ. L l}\

A At b bbb et e e — T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.50 26.00

16.0] |

L

—
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43739.D

Acqg On : 03 Jan 2024 18:44
Operator : MA/JU

Sample : 05952-08DL 10X
Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Hexanol, 2-et... 8.028 3.9 ng/ul 324599 1 7.963 1665610 20.0
4,5-Heptadien-2... 12.192 16.9 ng/ul 1865440 2 10.769 2209320 20.0
Longifolene 13.857 9.0 ng/ul 1512680 3 14.598 3357380 20.0
cis-Thujopsene 14.110 2.4 ng/ul 397045 3 14.598 3357380 20.0
Limonene 14.410 2.5 ng/ul 417973 3 14.598 3357380 20.0
(1R,4S5,55)-1,8-... 14.480 6.1 ng/ul 1020960 3 14.598 3357380 20.0
Phenol, 2,3,5,6... 15.151 5.6 ng/ul 935010 3 14.598 3357380 20.0
unknown-01 15.421 13.8 ng/ul 2307870 3 14.598 3357380 20.0
Pyridine-2,4-di... 15.539 5.7 ng/ul 947713 3 14.598 3357380 20.0
1(2H)-Naphthale... 15.704 22.2 ng/ul 3733380 3 14.598 3357380 20.0
5,11-Diethyl-8-... 17.145 20.0 ng/ul 4752300 4 17.362 4752300 20.0
2-Phenanthrenol... 20.621 9.7 ng/ul 2866750 5 21.539 5915320 20.0
Octachlorodiben... 25.709 67.7 ng/ul 13644200 6 23.968 4030510 20.0
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