LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43733.D

Acqg On : @03 Jan 2024 15:07
Operator : MA/JU

Sample : 05952-02DL 10X
Misc :

ALS Vvial : 47 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@43733.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.840 108 111 115 rBV3 16524 29002 0.45% 0.066%
2 4.110 155 157 166 rVB3 20507 30996 0.48% 0.070%
3 5.051 313 317 320 rVB5S 6416 8288 0.13% 0.019%
4 5.522 394 397 399 rBV4 6133 8257 0.13% 0.019%
5 7.151 668 674 682 rVB 86820 161714 2.52% 0.365%
6 7.304 694 700 711 rVB 76333 141208 2.20% 0.319%
7 7.498 725 733 740 rBV 100063 171356 2.67% 0.387%
8 7.963 805 812 819 rBV 1148698 1793219 27.97% 4.051%
9 8.028 819 823 831 rVB 61563 111817 1.74% 0.253%
10 8.698 930 937 947 rBV 85366 165231 2.58% 0.373%
11  9.145 1006 1013 1024 rBV 83521 153897 2.40% 0.348%
12 9.863 1127 1135 1141 rBV 63663 120257 1.88% 0.272%
13 10.039 1161 1165 1166 rBv4 5573 6757 0.11% 0.015%
14 10.416 1221 1229 1238 rBV 73876 181630 2.83% 0.410%
15 10.775 1283 1290 1301 rVV 1412807 2422566 37.78% 5.473%
16 10.939 1311 1318 1329 rBV2 30034 74044 1.15% 0.167%
17 11.580 1424 1427 1429 rBV4 6900 7937 0.12% ©0.018%
18 11.645 1434 1438 1442 rBV5 15576 26772 0.42% 0.060%
19 11.786 1456 1462 1466 rBV9 5250 11825 0.18% 0.027%
20 11.922 1481 1485 1490 rBV8 5520 11634 0.18% 0.026%
21 12.175 1525 1528 1531 rBV5 11067 16238 0.25% 0.037%
22 12.280 1541 1546 1550 rBV7 7907 15157 0.24% 0.034%
23 12.357 1557 1559 1565 rVB7 7925 14121 0.22% 0.032%
24 12.827 1635 1639 1647 rVB 83609 135956 2.12% 0.307%
25 13.127 1685 1690 1696 rBV 40787 60240 0.94% 0.136%
26 13.392 1730 1735 1738 rBV6 15743 33013 0.51% 0.075%
27 13.498 1749 1753 1758 rBV 49906 76901 1.20% 0.174%
28 13.651 1776 1779 1784 rBV7 11689 16156 ©0.25% 0.037%
29 13.857 1811 1814 1820 rBV7 28685 42488 0.66% 0.096%
30 14.021 1838 1842 1847 rBV 178728 277445 4.33% 0.627%

31 14.069 1847 1850 1855 rVB 129697 167091 2.61%
32 14.298 1883 1889 1896 rBV 239305 418682 6.53%
33 14.486 1915 1921 1927 rBV 1481030 1967388 30.68%
34 14.604 1935 1941 1948 rBV 2243117 3371674 52.58%
35 14.810 1972 1976 1982 rBV3 87795 150655 2.35%

ONPMOO®
N
IS
U
xR

36 15.104 2023 2026 2031 rVB3 114977 146204  2.28% ©0.330%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43733.D

Acqg On : @03 Jan 2024 15:07
Operator : MA/JU

Sample : 05952-02DL 10X
Misc :

ALS Vvial : 47 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 15.421 2076 2080 2087 rBV3 252268 460534  7.18% 1.040%
38 15.598 2106 2110 2115 rBV 281362 423474 6.60% ©.957%
39 15.704 2126 2128 2131 rBV 85541 93766 1.46% 0.212%
40 15.845 2147 2152 2157 rBV 652787 1024968 15.99% 2.316%
41 16.327 2226 2234 2247 rVB 1563346 2961411 46.19% 6.691%

42 17.004 2344 2349 2358 rBV 4431872 6411969 100.00% 14.486%

43 17.098 2362 2365 2368 rVB 381534 386449 6.03% 0.873%
44 17.151 2368 2374 2378 rBV 1908309 2802327 43.70% 6.331%
45 17.280 2393 2396 2401 rVB2 341431 480934  7.50% 1.087%
46 17.351 2403 2408 2414 rBV 2870616 4358316 67.97% 9.846%
47 17.757 2474 2477 2483 rVB2 597749 867611 13.53% 1.960%
48 17.839 2488 2491 2499 rVB 551644 724760 11.30% 1.637%
49 18.533 2606 2609 2617 rBV 479216 714811 11.15% 1.615%
50 18.709 2635 2639 2646 rBV 733391 938646 14.64% 2.121%
51 19.745 2812 2815 2819 rVB2 615179 701680 10.94%  1.585%
52 21.539 3115 3120 3131 rVB 2905572 4043036 63.05% 9.134%

53 23.962 3527 3532 3542 rVB 2137842 4320330 67.38% 9.761%

Sum of corrected areas: 44262838
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
BMo43733.D

: 03 Jan 2024 15:07

: MA/JU

: 05952-02DL 10X

: 47  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: BM043733.D\data.ms
5000000
4000000
3000000
2000000
10.775
7.963
1000000
| 3.84@.110 5051 5.522 7.]5304?{98 1028 8.698 9.145 9.&@\&)3@.0.416 0.939 11138435
0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\/\\T‘ﬁ'\“'\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\Aﬁ‘\/\\ﬁ
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM043733.D\data.ms
17.p04
5000000
4000000 17.351
3000000
14.604
16.327 18.709 19.745
2000000 18.53
1000000
1222867 12-828.122.3¢9881
L e e e L e e e s e e . e e s e
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM043733.D\data.ms
21.539
5000000 23.962
4000000

Time-->

3000000 R S N ]
2000000 /

1000000

o

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_M\Data\BM@10224\
Data File : BM@43733.D

Acqg On : 03 Jan 2024 15:07

Operator : MA/JU

Sample : 05952-02DL 10X

Misc

ALS Vvial : 47 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 1 2-Ethylhexyl mercaptoacetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.486 11.67 ng/ul 1967390  Acenaphthene-d10 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 72
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 64
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 64

5 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 64

Abundance Scan 1921 (14.486 min): BM043733.D\data.ms (-1915) (- | m/z 57.10 100.00%
57.1
5000 AAAVAFF/J
112.1 ]
L1 ] EtS
ol bl [ 16602071 2820 3411 n/; 71.10  76.37%
miz--> 50 100 150 200 250 300 350
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 T
14.50
1120 m/z 43.10  38.96%
1\5.\q‘\ ‘\‘M“ T ‘\‘“‘\“ \‘ ‘ \h\ T \1"‘57\.\0\ T ‘ L ‘ L ’ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
e
14.50
5000 m/z 41.18  32.52%
98.0
il moseo
m/z--> 50 100 150 200 250 300 350
Abundance #22091: Octane, 2,6-dimethyl- —
57.0 14.50
m/z 70.10 19.98%
5000
‘ 113.0
1‘51Q“U‘Mu“"J“H_HWHH‘HH,HH_ o
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@43733.D

Acqg On : 03 Jan 2024 15:07

Operator : MA/JU

Sample : 05952-02DL 10X

Misc

ALS Vvial : 47 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 2 2-Ethylhexyl 2-ethylhexanoate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.421  2.73 ng/ul 460534 Acenaphtheme-dio 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl 2-ethylhexanoate 256 Cl6H3202 007425-14-1 72

2 Carbonic acid, allyl 2-ethylhexy... 214 C12H2203 1000357-80-6 43
3 2-Ethylhexyl 2-ethylhexanoate 256 C16H3202 007425-14-1 43
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 38
5 Propanoic acid, 2,2-dimethyl-, 2... 214 C13H2602 016387-18-1 38

Abundance Scan 2080 (15.421 min): BM043733.D\data.ms (-2076) (+ ' m/z 57.10 100.00%
57.1
1271 —
15.50
70. 1
— ‘w “‘“M“ LT 2182 2669 35 g6 10 49.90%
m/z--> 50 100 150 200 250 300 350
Abundance #143548: 2-Ethylhexyl 2-ethylhexanoate
57.0
5000 LN
112.0 15.50
m/z 41.10 41.57%
\ ‘ T M h“‘ “‘ \]L‘57\\0\2\02\0\ T \2‘56\(\)\ T ‘ T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #91853: Carbonic acid, allyl 2-ethylhexyl ester
57.0
—
15.50
5000 m/z 43.10 38.46%
112.0
\“\‘H“\‘
m/z--> 50 100 150 200 250 300 350
Abundance #143552: 2-Ethylhexyl 2-ethylhexanoate T
57.0 15.50
m/z 55.10 35.87%
5000
1270
2000 o
m/z--> 100 150 200 250 300 350 15.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:43:33 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43733.D

Acqg On : 03 Jan 2024 15:07
Operator : MA/JU

Sample : 05952-02DL 10X
Misc

ALS Vvial : 47 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.845 6.08 ng/ul 1024970  Acenaphthene-d10 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 78
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 59
5 Tritetracontane 605 C43H88 007098-21-7 59

Abundance Scan 2152 (15.845 min): BM043733.D\data.ms (-2147) (- | m/z 57.10 100.00%
57.1

-

5000
— ——
‘ ‘ ‘99.1 1412 1832 15.50 16.00
ol il ) 1412 1832 2392 281.0 327/, 71,10 52.69%
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000

T T
15.50 16.00
m/z 43.10 50.50%

zsb‘\‘ |4 “‘9?'0‘ 141.0 1830 226.0
L \\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
— —
15.50 16.00
5000 ITI/Z 41.10 25.50%
99.0 160.0
ol L Ll 20120
miz--> 50 100 150 200 250 300
Abundance #59062: Undecane, 3,5-dimethyl- — —
57.0 15.50 16.00
m/z 85.10 25.29%
h M
99.0
mlz--> 50 100 150 200 250 300 15.50 16.00
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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_M\Data\BM010224\

. 03

BM@43733.D

Jan 2024 15:07

: MA/JU
¢ 05952-02DL 10X

. 47

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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.327 13.59 ng/ul 2961410  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 94
2 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 81

Abundance Scan 2234 (16.327 min): BM043733.D\data.ms (-2226) (- | m/z 57.10 100.00%
57.1
w0 L}Lm
P e
‘ ‘ 11‘3 1832 16.00 16.50
ol d bbbl L 202200 2050 3420 0 7110 76.58%
miz--> 50 100 150 200 250 300 350
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 - —
16.00 16.50
m/z 43.10 58.42%
113.0
T ‘\“‘ h‘ “ “‘ \“\ \ T ’ \].\8\‘2'\0‘ T \2\5)‘3\.q T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #158619: Hexadecane, 2,6,10-trimethyl-
57.0
P P
16.00 16.50
5000 m/z 85.10 28.83%
112.0 183.0
iy 0 T
m/z--> 100 150 200 250 300 350
Abundance #90204: Dodecane, 2,7,10-trimethyl- — —
57.0 16.00 16.50
m/z 41.10 26.89%
1130
1830 o
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43733.D

Acqg On : 03 Jan 2024 15:07
Operator : MA/JU

Sample : 05952-02DL 10X
Misc

ALS Vvial : 47 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.151 12.86 ng/ul 2802330  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 2374 (17.151 min): BM043733.D\data.ms (-2368) (- | m/z 57.10 100.00%

57.1
5000

—
113.1 183.2 17.00 17.50
obAd bl L], 1832 2470 3280 4021 .., 71.10  79.27%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 T
17.00 17.50
‘ m/z 43.10 54.047%

113.0
LLLA T, 1830 2390 296.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0

——
17.00 17.50
5000 m/z 85.10  41.89%

AM %1&01690 225.0 282.0
A e
m/z--> 50 100 150 200 250 300 350 400

|

T
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

[ ,169.0 2250 281.0 338.0

Abundance #246481: Tetracosane T —
57.0 17.00 17.50
m/z 41.10  28.86%
o /\VMAWVNAA»JVNMJij
‘ ] 13.0
bl

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:43:36 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43733.D

Acqg On : 03 Jan 2024 15:07
Operator : MA/JU

Sample : 05952-02DL 10X
Misc

ALS Vvial : 47 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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.280 2.21 ng/ul 480934  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiazole, 2,4-dimethyl- 113 C5H7NS 000541-58-2 38
2 Thiazole, 2,5-dimethyl- 113 C5H7NS 004175-66-0 27
3 Heptane, 3-ethyl-5-methyl- 142 C1leH22 052896-90-9 22
4 Thiazole, 2,4-dimethyl- 113 C5H7NS 000541-58-2 22
5 Piperidin-3-one, 2,2,5-methyl- 141 C8H15NO 103634-57-7 22
Abundance Scan 2396 (17.280 min): BM043733.D\data.ms (-2393) (- | m/z 57.10 100.00%
57.1
183.2
5000 113.1
—— —
17.00 17.50
o Al il pemazrmo  sssa a4 Tos 15 s o
miz--> 50 100 150 200 250 300 350 400
Abundance #7804: Thiazole, 2,4-dimethyl-
72.0
5000 —r ——
17.00 17.50
m/z 71.10 66.90%
27\.\\ i 11\\5'0
\\‘\M’h\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #7806: Thiazole, 2,5-dimethyl-
118.0
—— —
17.00 17.50
5000 m/z 183.15 66.62%
39.0
W
m/z--> 50 100 150 200 250 300 350 400
Abundance #22128: Heptane, 3-ethyl-5-methyl- —— ——
57.0 17.00 17.50
m/z 72.10 63.14%
5000
113.0
P A
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43733.D

Acqg On : 03 Jan 2024 15:07
Operator : MA/JU

Sample : 05952-02DL 10X
Misc

ALS Vvial : 47 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
'17.75%  3.98 ng/ul 867611 Phenanthreme-dio 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 Cl6H34 003891-99-4 94

2 3-Ethyl-2,6,10-trimethylundecane 226 Cl6H34 1000432-25-9 93
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 91
4 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 90
5 Tetradecane, 4,11-dimethyl- 226 C16H34 055045-12-0 90

Abundance Scan 2477 (17.756 min): BM043733.D\data.ms (-2474) (- m/z 57.10 100.00%
57.1
5000
01 1750  18.00
141.1183.1 . :
ol—l bl “‘ |1 2262 2764 3431 4020 L., 7110 91.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 — e
17.50 18.00
m/z 43.10 75.64%
113.0
\\“\\“\ \\“‘\“\‘\“\]_\8\3\(‘)?2\6\\0‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
—r —
17.50 18.00
5000 m/Z 85.10 51.04%
113.0
183.0
LT 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #107232: Pentadecane, 7-methyl- — —
57.0 17.50 18.00
m/z 41.10 28.13%
5000
‘ 112.0
ERUEE ST T3 Y S,
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00

SFAM-EPA-BM121523.MA.M Thu Jan 04 15:43:39 2024

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43733.D

Acqg On : 03 Jan 2024 15:07
Operator : MA/JU

Sample : 05952-02DL 10X
Misc

ALS Vvial : 47 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 8 Dodecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.839 3.33 ng/ul 724760  Phenanthrene-di10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 C1l6H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 2491 (17.839 min): BM043733.D\data.ms (-2488) (- | m/z 57.10 100.00%
57.1
5000
— —
9.1 a1 1921 17.50 18.00
ol d 2411 1920 243128313200 391 .. 4316 79.52%
miz--> 50 100 150 200 250 300 350
Abundance #193302: Dodecane, 1-iodo-
57.0
5000 — —
17.50 18.00
m/z 71.10 63.46%
[ 50 asso
\\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
— —
17.50 18.00
5000 m/z 85.10 42.76%
“ “ ‘ 0183.0 254.0
A b b iy 3 m i
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane “ —
57.0 17.50 18.00
m/z 41.10 31.99%
5000
9.0
| \ | || 141.0183.0225.0267.0 323.0 380.0
““‘ A B e B LA B A R — ——
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43733.D

Acqg On : 03 Jan 2024 15:07
Operator : MA/JU

Sample : 05952-02DL 10X
Misc

ALS Vvial : 47 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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.533 3.28 ng/ul 714811  Phenanthrene-di10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexadecane 226 C1l6H34 000544-76-3 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2609 (18.533 min): BM043733.D\data.ms (-2606) (- | m/z 57.10 100.00%
57.1
5000
1850 |
1131 1831 ) :
oL b d LT 0 23812800 3832 4600 ./, 4310 74.73%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0
5000 — :
18.50
m/z 71.10 68.09%
114130 160.0 2250 2810 380.0
\\\\‘\\\\‘f\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400 450
Abundance #90189: Pentadecane
57.0
R \
18.50
5000 m/z 85.10 45.62%
\‘ \“ ‘ (] ‘1?.10w . 21?'0
e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane T ‘
57.0 18.50
m/z 41.10 31.88%
5000
| ‘ 11130 160.0 225.0 281.0 337.0 394.0
A A A e e e P
m/z--> 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43733.D

Acqg On : 03 Jan 2024 15:07
Operator : MA/JU

Sample : 05952-02DL 10X
Misc

ALS Vvial : 47 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@ Sulfurous acid, di(2-ethylh... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.709 4.31 ng/ul 938646  Phenanthrene-dle 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 72
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 64
3 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 56
4 2-Iodo-6-methylheptane 240 C8H17I 088373-60-8 50
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 43
Abundance Scan 2639 (18.709 min): BM043733.D\data.ms (-2635) (- | m/z 57.10 100.00%
57.1
113.1
5000
1850  19.00
241.3 : :
159.1
- u‘u el ‘ e 2021 3721 4311 sz 71,10 87.06%
miz--> 50 100 150 200 250 300 350 400
Abundance #206619: Sulfurous acid, di(2-ethylhexyl) ester
57.0
5000 j ' 1
18.50 19.00
113.0 m/z 113.10  73.30%
\\“\‘\L“\‘ b
m/z--> 50 100 150 200 250 300 350 400
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
— —
18.50 19.00
5000 m/z 43.10 33.41%
9|l o
m/z--> 50 100 150 200 250 300 350 400
Abundance  #135267: Sulfurous acid, 2-ethylhexyl isobutyl ester —— —
57.0 18.50 19.00
m/z 41.10 20.40%
5000
L) e
1Ll b |
et P e
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43733.D

Acqg On : 03 Jan 2024 15:07
Operator : MA/JU

Sample : 05952-02DL 10X
Misc

ALS Vvial : 47 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|
2-Ethylhexyl me... 14.486 11.7 ng/ul 1967390 3 14.604 3371670 20.0
2-Ethylhexyl 2-... 15.421 2.7 ng/ul 460534 3 14.604 3371670 20.0
(DEL) Alkane: S... 15.845 6.1 ng/ul 1024970 3 14.604 3371670 20.0
(DEL) Alkane: S... 16.327 13.6 ng/ul 2961410 4 17.351 4358320 20.0
(DEL) Alkane: S... 17.151 12.9 ng/ul 2802330 4 17.351 4358320 20.0
unknown-01 17.280 2.2 ng/ul 480934 4 17.351 4358320 20.0
(DEL) Alkane: S... 17.756 4.0 ng/ul 867611 4 17.351 4358320 20.0
Dodecane, 1-iodo- 17.839 3.3 ng/ul 724760 4 17.351 4358320 20.0
(DEL) Alkane: S... 18.533 3.3 ng/ul 714811 4 17.351 4358320 20.0
Sulfurous acid,... 18.709 4.3 ng/ul 938646 4 17.351 4358320 20.0
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