LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc :

ALS Vvial : 32 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@43786.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.134 664 671 683 rVB 64485 143225 ©.19% 0.098%
2 7.293 692 698 706 rBvV 62867 100640 0.13% 0.069%
3 7.481 725 730 737 rBV 77135 136410 0.18% 0.093%
4 7.951 802 810 822 rBV 1211634 2007467 2.61% 1.375%
5 8.681 929 934 946 rBV 62683 138630 ©.18% 0.095%
6 9.134 1004 1011 1022 rBvV 62445 134330 0.17% 0.092%
7 9.857 1124 1134 1142 rBV 49249 99544 0.13% 0.068%
8 10.416 1223 1229 1236 rBvV2 50583 132862 ©0.17% 0.091%
9 10.763 1279 1288 1300 rBV 1426784 2579821 3.36% 1.767%
10 11.769 1454 1459 1468 rBV3 34230 86192 0.11% 0.059%
11 13.116 1684 1688 1694 rVB 139122 200252 0.26% 0.137%
12 13.386 1727 1734 1740 rBVS5S 60101 162112 0.21% 0.111%
13 13.586 1764 1768 1773 rVB4 126608 196174 0.26% 0.134%
14 13.727 1787 1792 1801 rBV8 118620 244475 0.32% 0.167%
15 13.851 1807 1813 1818 rBV 1338480 2067423 2.69% 1.416%
16 13.892 1818 1820 1830 rVB5 147441 260270 0.34% 0.178%
17 14.016 1830 1841 1845 rBV 177794 436813 0.57% 0.299%
18 14.063 1845 1849 1853 rVVW 322202 470938 0.61% 0.323%
19 14.104 1853 1856 1863 rVB6 87192 166107 0.22% 0.114%
20 14.292 1881 1888 1892 rBV 173752 374010 0.49% 0.256%
21 14.410 1903 1908 1914 rVB4 175675 385312 ©.50% 0.264%
22 14.474 1915 1919 1925 rBV3 302583 493027 0.64% 0.338%
23 14.592 1934 1939 1946 rVB 2214099 3379918 4.40% 2.315%
24 14.980 2003 2005 2009 rBV 78013 85382 0.11% ©.058%
25 15.098 2022 2025 2029 rBvV2 179156 222478 ©.29% 0.152%
26 15.139 2030 2032 2036 rVB3 107816 136214 ©0.18% 0.093%
27 15.227 2042 2047 2053 rVB 897538 1392077 1.81% 0.953%
28 15.586 2105 2108 2114 rBV2 212632 341434  0.44%  0.234%
29 15.698 2122 2127 2136 rBV 2225378 3078944 4.01% 2.109%
30 15.839 2146 2151 2154 rBV 1068929 1689820 2.20% 1.157%

31 15.874 2154 2157 2162 rVB 450586 609764 ©.79% 0.418%
32 16.315 2227 2232 2245 rVB 3377188 5615814  7.31% 3.846%
33 17.010 2342 2350 2358 rBV 43901764 76800151 100.00% 52.599%
34 17.145 2367 2373 2378 rVB 3560954 5422612 7.06% 3.714%
35 17.345 2402 2407 2413 rBV 2844757 4612818 6.01%  3.159%

36 17.751 2472 2476 2482 rBV 1353602 2170669 2.83% 1.487%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 19.839 2828 2831 2839 rVB3 848486 1290126 1.68% 0.884%
38 20.421 2927 2930 2935 rBV2 352112 549168 ©.72% 0.376%
39 20.609 2958 2962 2966 rBV 1887554 2322936 3.02% 1.591%
40 21.527 3113 3118 3127 rVB 3359026 4900465 6.38% 3.356%
41 22.086 3209 3213 3220 rVB 1035264 1539647 2.00% 1.054%
42 22.156 3222 3225 3231 rVB3 652430 985722 1.28% ©.675%
43 22.703 3314 3318 3324 rVB 1149996 1748004 2.28% 1.197%
44 23.403 3432 3437 3447 rVB 1483649 2997008 3.90%  2.053%
45 23.944 3524 3529 3538 rVB 2126775 4348267 5.66% 2.978%
46 24.215 3570 3575 3584 rVB 1312746 2798842 3.64% 1.917%
47 25.185 3734 3740 3754 rVB2 1221193 3364110 4.38% 2.304%
48 26.368 3936 3941 3952 rVB2 891856 2592721 3.38% 1.776%

Sum of corrected areas: 146011145
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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: BM043786.D\data.ms

4e+07

3e+07

2e+07

le+07

7 1magais1 901 8.681 9.134 9.857 104160/ 11.76¢

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\F\‘F‘\\\\‘\\\\‘\T\\‘\’\\\‘\\\\‘\\\\j_v_r\\‘\\\\‘\\*\*r

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10,50 11.00 11.50

Abundance TIC: BM043786.D\data.ms
17.010

4e+07

3e+07

2e+07

1le+07

16.315 #%4517751 6
19.839 90 49
13.118. 336 PABAGREORL 04 14/BHIRS 15. sm 39 20.42%

o‘,“‘,‘ R —————————————————.
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 1600 1650 17.00 17.50 18.00 1850 1900 19.50 20.00 20.50
Abundance TIC: BM043786.D\data.ms

4e+07
3e+07
2e+07
1le+07
21.527 2395ﬂ
2 22.703 23.403 924215 25.185
| 22 2703 2303 BPM i 26360

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@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 Longifolene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.851 12.23 ng/ul 2067420  Acenaphthene-d10 14.592
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 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 97
5 Longifolene 204 C15H24 000475-20-7 96

Abundance Scan 1813 (13.851 min): BM043786.D\data.ms (-1807) (- | m/z 91.10 100.00%
911 161.1

411
5000
042 T T
“ . 1350 14.00
“M“M h‘hw‘!“““‘?8?9,“‘3?5“ m/z 161.10  87.56%
00

N

O
mi/z--> 1 150 200 250 300 350
Abundance #80100: Longifolene
91.0
41.0 161.0
5000
13.50 14.00
T040 m/z 105.05 75.40%
mi/z--> 50 150 200 250 300 350
Abundance #80113.L0ngﬁobne
161.0
- ==
o 91.0 13.50 14.00
5000 m/z 41.10 67.38%

04.0

150 200 250 300 350
#80109 Longifolene
41.0

61.0 13.50 14.00
m/z 93.10  66.56%
5000
04.0
oLt h“‘hl‘h e = ==

m/z--> 150 200 250 300 350 13.50 14.00

OHM

m/z-->
Abundance

:

N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 2 unknown-01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.410 2.28 ng/ul 385312  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexaneethanol, 4-methyl-.be... 154 C10H180 015714-12-2 47
2 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 38
3 Caryophyllene oxide 220 C15H240 001139-30-6 30
4 Bicyclo[3.1.1]heptane-2-carboxal... 152 C10H160 004764-14-1 20
5 3-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-8 20
Abundance Scan 1908 (14.410 min): BM043786.D\data.ms (-1903) (1 m/z 41.10 100.00%
41.1
97.1
193.2
5000
37.1 —r
341 14.50
by e b ST s 55,100 87.12%
m/z--> 50 100 150 200 250 300
Abundance #31285: Cyclohexaneethanol, 4-methyl-.beta.-methylene
55.0
5000 — 1
14.50
360 m/z 69.10  78.63%
O \HW‘ ‘ ‘H‘ hh” ‘H\‘\ T \ ’ L ‘ L ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #295270: Bromoacetic acid, octadecyl ester
43.0
——
14.50
5000 ITI/Z 43.10 74 .25%
210
250.0
0 “\““H‘\w‘“u “ H\‘h H‘H H\‘:‘l‘ ‘\1‘0‘ TR }\‘ . ‘2‘97‘9‘ C
miz--> 50 100 150 200 250 300
Abundance #99194: Caryophyllene oxide T
43.0 14.50
m/z 67.10 72.11%
5000
‘ L ﬁlo\ 205.0
on e e
m/z--> 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 Bicyclo[3.1.1]hept-2-ene, 2... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.474 2.92 ng/ul 493027  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]hept-2-ene, 2,6-di... 204 C15H24 017699-05-7 90
2 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 87
3 (1R,4R,4aS,8aR)-4,7-Dimethyl-1-(... 204 C15H24 092692-39-2 70
4 (1R,4S,5S)-1,8-Dimethyl-4-(prop-... 204 C15H24 043219-80-3 62
5 (1R,4R,55)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 58
Abundance Scan 1919 (14.474 min): BM043786.D\data.ms (-1915) (- | m/z 57.10 100.00%
57.1
119.1
5000
61.1 i4‘5($
2041 ‘ :
o4 wlhw“"m L2041 2830 35504000 ;11916 71.40%
miz--> 50 100 150 200 250 300 350 400
Abundance #80319: Bicyclo[3.1.1]hept-2-ene, 2,6-dimethyl-6-(4-meth
41.0 93.0
5000 1
14.50
m/z 41.10 64.93%
i ‘ | 10102040
Ot ‘h‘\‘l T "‘H‘\”h\hh\“’ \‘\ 4 "\ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #80234: trans-.alpha.-Bergamotene
119.0
——
14.50
5000 69.0 m/z 43.10 64.73%
27-UJ \‘\ n H\ ‘ |, 1890
of bR,
m/z--> 50 100 150 200 250 300 350 400
Abundance #80446: (1R,4R,4aS,8aR)-4,7-Dimethyl-1-(prop-1-en-2-y T
119.0 14.50
m/z 71.10 61.12%
5000
77. 204.0
TZ.O
e “uh‘u“,“‘u‘u:,MHW‘H_WWH_ —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010524\

. 06

BM043786.D

Jan 2024 07:21

: MA/JU
¢ 05953-07DL 10X

. 32

TIC Library
TIC Integration Parameters: LSCINT.P

Sample Multiplier: 1

: C:\Database\NIST20.L

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

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 4

(DEL) Alkane: Straight-Chai...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.839 10.00 ng/ul 1689820  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 94
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 Cl6H34 000544-76-3 78
5 Heptadecane, 4-propyl- 282 C20H42 055044-10-5 78

Abundance Scan 2151 (15.839 min): BM043786.D\data.ms (-2146) ({ m/z 57.10 100.00%
57.1
5000 M
‘ Fg 1 15.50 16.00
' 169.2 : :
ol “‘ LA 2208 2898 3581 hyz 71010 53.84%
miz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — —
15.50 16.00
m/z 43.10 47.42%
Ll ﬂ 14101830 5390
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #107223: Tridecane, 5-propyl-
57.0
— —
15.50 16.00
5000 m/z 85.10 25.62%
112.0
oL LT 190060
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane o —
57.0 15.50 16.00
m/z 41.10 24.58%
5000 “/xA#wAA\J&LkAhJJVNA
oL L L F |y 141.0 183.0 225.0 267.0 3230 _ 3804
““‘ T T e — —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 Cedrol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.874 3.61 ng/ul 609764  Acenaphthene-di10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrol 222 C15H260 000077-53-2 91
2 (3R,3aS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 86
3 Cedrol 222 C15H260 000077-53-2 83
4 Cedrol 222 C15H260 000077-53-2 62
5 3-Dimethylaminoanisole 151 CSH13NO 015799-79-8 38

Abundance Scan 2157 (15.874 min): BM043786.D\data.ms (-2154) (- | m/z 95.10 100.00%
95.1

r

151.2
5000
— ——
53.1 ““ ‘ 207.1 15.50 16.00
ol b Ll b L B v L 2811 3270 95 50 61.86%
miz--> 50 100 150 200 250 300 350
Abundance #101906: Cedro
94.0
151.0
5000 — e
41.0 15.50 16.00
m/z 150.05 51.73%
Vw278
o! ‘H;‘ 1““\\\\“ h‘\ ‘H“ il ‘\L‘ R
m/z--> 50 100 150 200 250 300 350
Abundance #102051: (3R,3aS,6S,7R)-3,6,8,8-Tetramethyloctahydro-
95.0
= —
150.0 15.50 16.00
5000 m/z 81.10 32.71%

43.0
222.0
0! - . ‘\ML ‘;‘h ‘\\‘u‘ h“\ phoi o “ R

miz--> 00 150 200 250 300 350
Abundance #101905: Cedrol “ ——
95.0 15.50 16.00

150.0 m/z 109.10  32.17%
50007 43.0
207.0

0! — ——
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.316  24.35 ng/ul 5615810  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 93
2 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 86
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 83
Abundance Scan 2232 (16.315 min): BM043786.D\data.ms (-2227) (- | m/z 57.10 100.00%
57.1
— —
‘ ‘ ‘ 113.1 183.2 16.00 16.50
b i L A4r1 T 2442 2831 3270 nyz 71.10  76.63%
miz--> 50 100 150 200 250 300
Abundance #59036: Undecane, 6-ethyl-
57.0
5000 — —
16.00 16.50
112.0 m/z 43.10 58.70%
BT
0\\‘\‘\““\“!‘\‘“\“‘\‘\\\‘h\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
— —
16.00 16.50
5000 m/z 85.10 28.06%
113.0
R Y O ot 22 B
m/iz--> 50 100 150 200 250 300
Abundance #107223: Tridecane, 5-propyl- _— T
57.0 16.00 16.50
m/z 41.10 26.90%
112.0
0 D 800 T T
m/z--> 50 100 150 200 250 300 16.00 16.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM010524\

BM043786.D

: 06 Jan 2024 07:21
: MA/JU
¢ 05953-07DL 10X

: 32 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.145  23.51 ng/ul 5422616  Phenanthrene-die 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 108 Clam30 061560-96-9 90

2 Heptacosane 380 C27H56 000593-49-7 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87

5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86

Abundance Scan 2373 (17.145 min): BM043786.D\data.ms (-2367) (- | m/z 57.10 100.00%

57.1
5000

—— —
113.1 17.00 17.50
183.2
ob b L1, 1882 2583 3861 415( ., 7119 77.08%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 — —
17.00 17.50
m/z 43.10 52.60%

155.0
O \“\ : “ “‘ \“‘\JTL].};C‘)\ T "‘\ \%9?'9\ T ‘ L ‘ L ‘ L ‘ T
mi/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0

—
17.00 17.50

5000 m/z 85.10 42.31%
oL ||| 1130 1600 2250 2810 337.0380.0
e A e e S T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane T —
57.0 17.00 17.50

m/z 41.10 27.58%

- M\/\Jt/\/v
ﬂlSO
\h\ Ly

. i 1830 2390 2050 3520
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:26:00 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS vial : 32

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.751 9.41 ng/ul 2170670  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 93
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 93
4 Octadecane 254 C18H38 000593-45-3 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2476 (17.751 min): BM043786.D\data.ms (-2472) (- m/z 57.10 100.00%

57.1
5000
‘ 13.1 1750 18.00
| J “‘]‘J |1 1832 2303 3060 420 .. 7110 ge.17%
miz--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
5000 —r— ——
17.50 18.00
m/z 43.10 71.71%
0 \‘ ‘ “\ \\11 L \1690 226.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz--> 50 100 150 200 250 300 350 400

Abundance #158602: Tridecane, 7-hexyl-
57.0
— —
17.50 18.00
5000 ITI/Z 85.10 49.,66%
182.0
13.0
TR W OB =1 T——
m/z--> 50 100 150 200 250 300 350 400
Abundance #107222: Tridecane, 6-propyl- T T
43.0 17.50 18.00
m/z 41.10 26.73%
5000
126.0 1830
om‘“‘u“u""Mi"“MH“wHH_H“HH_MWH e e
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:26:01 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.839 5.27 ng/ul 1290130  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 93
2 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 74
3 butanal, 2-[2-(2-methoxyphenyl)d... 220 C11H12N203 1000396-24-5 72
4 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 59
5 5-Acetyl-2-ethylsulfanyl-6-methy... 220 C11H12N20S 303146-26-1 58

Abundance Scan 2831 (19.839 min): BM043786.D\data.ms (-2828) (- | m/z 220.10 100.00%
220.1
- ,\AJ\JKJJ\fANfAﬁfww
101.1 19‘56 éO‘Od
. 168# ‘ : .
39.1
0L et o i "}M“m‘u o 28L1 357.1 4151 489 y/7 205.10  46.07%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #99440: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 — —
19.50 20.00
101.0 ITI/Z 189.10 22.01%
0 \3\9\.‘0\\H‘L‘”M\Hlﬁls\.‘d!‘fm\' L L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99441: Phenanthrene, 2,3,5-trimethyl-
220.0
— ——
19.50 20.00
5000 m/z 202.10 19.44%
110.0 165
51.0 1
T 1T i ) S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #98369: butanal, 2-[2-(2-methoxyphenyl)diazenyl]-3-oxo- = 5
94.0 220.0 19.50 20.00
m/z 221.10 18.26%
43.0
5000
il e
A 8 — - —
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:26:02 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 Pyrene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.421 2.24 ng/ul 549168 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 97
2 Pyrene, 4-methyl- 216 C17H12 003353-12-6 96
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91

Abundance Scan 2930 (20.421 min): BM043786.D\data.ms (-2927) (- | m/z 216.10 100.00%

216.1
5000

431 %0639 | 2711 20.50
O titpeybo O3l 2TLT 3452 4291 803. ... 515 10 60.26%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94569: Pyrene, 1-methyl- dﬂM/\$J\¥/\JLL\AAﬁ\j
216.0
5000 T

m/z 217.10  15.41%

108.0
\‘A¥R‘HMAH}ﬁ%%i“H‘M‘H\H“M‘H\H‘w“H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94563: Pyrene, 4-methyl-
216.0

o

20.50
5000 m/z 213.10 15.38%
108.0
ol 390 | 1630 |
e e R e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94573: 11H-Benzo[a]fluorene —
216.0 20.50

m/z 189.10  13.62%

5000
107.0
44.0 163.0

o""‘_"Jﬂl‘H""u‘pu‘““‘_“““‘w“““‘u“

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

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:26:03 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21

Operator : MA/JU

Sample : 05953-07DL 10X

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.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 11 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.609 9.48 ng/ul 2322940  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 91
3 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 30
4 Oxazole, 2-(1-naphthalenyl)-5-ph... 271 C19H13NO 000846-63-9 25
5 Crinan-1-o0l, 2,3-didehydro-,(1.a... 271 C16H17NO3 1000111-31-3 22

Abundance Scan 2962 (20.609 min): BM043786.D\data.ms (-2958) (-
175.1
271.1

m/z 175.10 100.00%

5000

.

=
20.50 21.00
m/z 271.15 81.07%

69.1
“ h Auiia #"“w L ‘ 3551 4202 491,

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

Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0

o

I

5000 — 1
20.50 21.00

m/z 201.10  62.75%

69.0
ol5. il

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro

5

271.0
175.0 20.50 21.00
5000 ITI/Z 189.10 34.38%
690 ‘
SEVTRE: T V) FUEY | O
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #200002: 13-Isopropylpodocarpen-12-ol-20-al P ——
271.0 20.50 21.00
175.0 m/z 69.10 31.78%
5000 69.0 NA%N\JkﬂfAAWNWNMWMW
ol5. 1
—r —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:26:04 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 12 Cyclononasiloxane, octadeca... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.686  6.28 ng/ul 1539656  Chrysene-di2 21.527

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 70

2 9H-Fluorene, 9-phenyl- 242 C19H14 000789-24-2 25
3 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 15
4 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 15
5 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 15
Abundance Scan 3213 (22.086 min): BM043786.D\data.ms (-3209) (- | m/z 73.10 100.00%
73.1
147.1
221.1
5000
355.1
T \
. Ly | 5032 P
Olrrrprpebid et b o b e e m/z 147,05 67.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 —— :
22.00
m/z 221.10 56.18%
OHH‘\H\‘\H\HH‘\\\‘\‘\II\“\\I\\“‘\H\“\‘\\‘\‘\\\‘\\\\‘\\\\‘\95\“]-\.:
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #126447: 9H-Fluorene, 9-phenyl-
242.0
T \
22.00
5000 m/z 242.10 55.52%
165.0
8.0
O R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #126453: Benz[a]anthracene, 7-methyl- =
242.0 22.00
m/z 281.10 33.49%
119.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 22.00

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:26:05 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

22.156 4.02 ng/ul 985722  Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dihydroapohemanthamine 271 C16H17NO3 001153-01-1 45
2 1,2,3,4-Tetrahydro-7-methoxy-3-m... 229 C14H15NO2 032550-51-9 43
3 Glutaric acid, 2,2,3,3-tetrafluo... 398 C19H30F404 1000394-01-1 30
4 7H-[1,3,4]Thiadiazolo[3,2-a]pyri... 271 C9HIN303S2 1000350-95-4 25

5 6-Amino-5,8-dimethoxy-4-methyl-2... 286 C13H13F3N202 ©085868-17-3 22

Abundance Scan 3225 (22.156 min): BM043786.D\data.ms (-3222) (- | m/z 229.20 100.00%

220.2
5000 159.1

43.1 1 R
” | ‘ 314.2 22.00 22.50
o a0 ki bl Jd_ L1 | 389144515030 001 15 54.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #162160: Dihydroapohemanthamine
271.0
5000 = e
22.00 22.50
115.0 201.0 m/z 159.10 39.46%
O TT \I‘m\h‘\“\“\l |\lnl“l"“ m\m\ “\ \‘m\m\ ‘ \ TT ’ LI ‘ TTTT ‘ TTTT ‘ TTTT ’ LI ‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #110426: 1,2,3,4-Tetrahydro-7-methoxy-3-methyl-1-oxo-
229.0
— —
22.00 22.50
5000 ITI/Z 243.20 36.82%

o

159.0
89.0 ‘ } |
m_m,"mwm‘m T
miz-> 50 100 150 200 250 300 350 400 450 500

Abundance #300655: Glutaric acid, 2,2,3,3-tetrafluoropropyl undec-2 — ——
229.0 22.00 22.50

m/z 242.10  29.34%

5000

98.0 159.0

A9 u\! M 2000 398.0

ST B ATHUNUA SN VMR 5 M0

T
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 14 Hexasiloxane, tetradecamethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.703 7.13 ng/ul 1748000 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 83
2 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 46
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 45
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 43

Abundance Scan 3318 (22.703 min): BM043786.D\data.ms (-3314) (- | m/z 73.10 100.00%

73.1
147.1
2211
5000
281.1 355.1

429.1 R 2200
| ‘I \\‘ L L 503.1 Z2 = 9
0+t et e et e m/z 147.05 76.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
5000 281.0 — —
355.0 22.50 23.00

m/z 221.10  63.68%

‘ 443.0
O \\‘\“\\\\‘\\\\i‘\\\\h‘d\\}\\v\“\\\\‘\\\\"\\\\‘\\\\‘I‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #290221: Pentasiloxane, dodecamethyl-

73.0 147.0 281.0

o -
22.50 23.00
5000 m/z 281.10 38.82%
369.0
207.0 }
0 "J"mwww‘ww S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #342012: Heptasiloxane, hexadecamethyl- — ——
221.0 22.50 23.00

m/z 355.10  32.17%

73.0
5000 147.0
281.0
341.0
Lo simg

o —— ——
miz--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:26:07 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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 15 Heptasiloxane, hexadecamethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.463 13.78 ng/ul 2997616 Perylene-di2 23.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Heptasiloxane, hexadecamethyl- 532 C16H4806517  006541-01-5 59
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 52

3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 47
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 38
5 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 38

Abundance Scan 3437 (23.403 min): BM043786.D\data.ms (-3432) (- | m/z 73.10 100.00%
1
[SEEEVYRY
221.1
5000 2811 3554
429.2 23.00 23.50
| ALl 503.1 ' ' ;
O L L L S R SRRSHFRUBERS m/z 147.05  82.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
73.0
5000 147.0 T T
281.03410 23.00 23.50
' m/z 221.10 74.67%
Orrr RERREE T H T \h“iw TT JI\IL %\‘\ T \L\ rH T ‘4\2\?\(‘)\ T 5]\-?\9‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
3070 2210
— —
23.00 23.50
281.0 m/z 281.10 43.43%
5000 355.0
443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, — ——
147.0 221.0 23.00 23.50
m/z 355.10 39.50%
73.0
5000
279.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BM121523.MA.M Mon Jan 08 01:26:08 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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
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Peak Number 16 unknown-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.215  12.87 ng/ul 2798848  Perylene-di2 23.944

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
2 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 60
3 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 56
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 45
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 43

Abundance Scan 3575 (24.215 min): BM043786.D\data.ms (-3570) (- m/z 73.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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
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Peak Number 17 unknown-04 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.186  15.47 ng/ul 3364110  Perylene-di12 23.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 80
3 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
4 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile® ©018772-36-6 38

5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 27

Abundance Scan 3740 (25.185 min): BM043786.D\data.ms (-3734) (- | m/z 73.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc

ALS Vvial : 32 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
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Peak Number 18 unknown-@5 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.368 11.93 ng/ul 2592720  Perylene-d12 23.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H6008519 002652-13-3 38
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 38

5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 32
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10524\
Data File : BM@43786.D

Acqg On : 06 Jan 2024 07:21
Operator : MA/JU

Sample : 05953-07DL 10X
Misc :

ALS Vvial : 32 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|
Longifolene 13.851 12.2 ng/ul 2067420 3 14.592 3379920 20.0
unknown-01 14.410 2.3 ng/ul 385312 3 14.592 3379920 20.0
Bicyclo[3.1.1]h... 14.474 2.9 ng/ul 493027 3 14.592 3379920 20.0
(DEL) Alkane: S... 15.839 10.0 ng/ul 1689820 3 14.592 3379920 20.0
Cedrol 15.874 3.6 ng/ul 609764 3 14.592 3379920 20.0
(DEL) Alkane: S... 16.316 24.4 ng/ul 5615810 4 17.351 4612820 20.0
(DEL) Alkane: S... 17.145 23.5 ng/ul 5422610 4 17.351 4612820 20.0
(DEL) Alkane: S... 17.751 9.4 ng/ul 2170670 4 17.351 4612820 20.0
Phenanthrene, 2... 19.839 5.3 ng/ul 12901306 5 21.527 4900470 20.0
Pyrene, 1-methyl- 20.421 2.2 ng/ul 549168 5 21.527 4900470 20.0
2-Phenanthrenol... 20.609 9.5 ng/ul 2322940 5 21.527 4900470 20.0
Cyclononasiloxa... 22.086 6.3 ng/ul 1539650 5 21.527 4900470 20.0
unknown-02 22.156 4.0 ng/ul 985722 5 21.527 4900470 20.0
Hexasiloxane, t... 22.703 7.1 ng/ul 1748000 5 21.527 4900470 20.0
Heptasiloxane, ... 23.403 13.8 ng/ul 2997010 6 23.944 4348270 20.0
unknown-03 24.215 12.9 ng/ul 2798840 6 23.944 4348270 20.0
unknown-04 25.186 15.5 ng/ul 3364110 6 23.944 4348270 20.0
unknown-05 26.368 11.9 ng/ul 2592720 6 23.944 4348270 20.0
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