LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49708.D

Acqg On : 7 Aug 2021 16:47
Operator : CG/JU

Sample : M3220-01

Misc :

ALS Vvial : 41  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_G\METHODS\SFAM-EPA-BG0O80421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49708.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.073 3 6 15 rVB2 90211 177849 31.25%  2.599%
2 3.156 15 20 35 rvB 314448 569124 100.00% 8.316%
3 3.954 154 156 161 rBV3 3335 4583 0.81% 0.067%
4 4.407 231 233 236 rBV4 3968 4073 0.72% 0.060%
5 4.959 324 327 330 rBvV2 1281 1361 0.24% 0.020%
6 5.558 427 429 430 rVB 2222 1356 0.24% 0.020%
7 6.610 603 608 610 rBV3 1251 1754 0.31% 0.026%
8 7.197 701 708 717 rBV 73786 131117 23.04% 1.916%
9 7.362 730 736 742 rBV 49810 83972 14.75% 1.227%
10 7.567 765 771 780 rBV 70919 132029 23.20% 1.929%
11 7.655 782 786 791 rVB 1301 2347 0.41% 0.034%
12 8.043 846 852 860 rBV 97848 169509 29.78% 2.477%
13 8.096 860 861 865 rVB 2253 1627 0.29% 0.024%
14 8.748 966 972 984 rVB2 75574 135673 23.84%  1.982%
15 8.871 990 993 996 rBV2 2023 2677 0.47% 0.039%
16 8.995 1009 1014 1016 rBV3 1024 1688 0.30% 0.025%
17 9.212 1044 1051 1059 rBV 75288 139784 24.56%  2.042%
18 9.940 1168 1175 1184 rVB 70132 126034 22.15% 1.841%
19 10.487 1261 1268 1276 rBV 94442 173079 30.41% 2.529%
20 10.622 1286 1291 1299 rBV3 24508 44878 7.89% 0.656%
21 10.863 1325 1332 1340 rBV 129093 236456 41.55%  3.455%
22 10.998 1349 1355 1363 rBvV2 49241 99776 17.53% 1.458%
23 11.785 1487 1489 1494 rVB2 1155 1339 0.24% 0.020%
24 12.631 1631 1633 1636 rBV2 1463 1398 0.25% 0.020%
25 13.289 1742 1745 1748 rBV 1403 1893 0.33% 0.028%
26 13.577 1792 1794 1799 rVB2 1491 1578 0.28% 023%
27 13.964 1857 1860 1862 rBV2 3650 3459 0.61% 051%

28 14.094 1875 1882 1893 rBV 187919 281227 49.41%

AP PhpOoOoO
=
o
O
R

29 14.387 1925 1932 1938 rBV 203527 303202 53.28% 430%
30 14.693 1978 1984 1990 rVB 216341 334116 58.71% 882%
31 14.898 2013 2019 2028 rBV 61338 119741 21.04% 750%
32 15.039 2041 2043 2048 rVB3 1448 1896 0.33% 028%
33 15.504 2119 2122 2124 rBV 1823 2235 0.39%

34 15.686 2147 2153 2159 rBV = 249470 386584 67.93%
35 15.803 2168 2173 2182 rBV 74738 119672 21.03%

RPUO®OR
(W]
w
w
R

36 15.932 2189 2195 2198 rBV2 3103 4518 ©0.79% 0.066%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49708.D

Acqg On : 7 Aug 2021 16:47
Operator : CG/JU

Sample : M3220-01

Misc :

ALS Vvial : 41  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_G\METHODS\SFAM-EPA-BG080421.M
Title : SVOA CALIBRATION
37 16.972 2370 2372 2377 rBV2 1953 2291 0.40% ©0.033%
38 17.189 2405 2409 2412 rBV2 2379 3332 0.59% 0.049%
39 17.389 2439 2443 2446 rBV 1726 2770 0.49%  0.040%
40 17.448 2446 2453 2458 rBV 276344 413114 72.59% 6.036%
41 17.542 2463 2469 2480 rVV 246574 396984 69.75% 5.800%
42 17.618 2480 2482 2484 rVB 1829 1349 0.24% 0.020%
43 17.918 2531 2533 2534 rBV 2138 1648 0.29% 0.024%
44 18.094 2560 2563 2569 rVB3 5194 7806 1.37% ©0.114%
45 18.206 2579 2582 2583 rBV 2204 2172 0.38% 0.032%
46 18.270 2591 2593 2594 rBV 1915 1505 0.26% 0.022%
47 18.323 2598 2602 2608 rBV3 21236 33781 5.94%  ©.494%
48 18.676 2658 2662 2664 rBV5 3537 5027 ©.88% 0.073%
49 18.823 2685 2687 2692 rVB4 4092 4738 0.83% 0.069%
50 19.016 2716 2720 2722 rBV4 3025 4329 0.76% ©.063%
51 19.122 2736 2738 2739 rBV2 2639 1515 0.27% 0.022%
52 19.246 2755 2759 2762 rBV3 5164 5892 1.04% 0.086%
53 19.498 2799 2802 2808 rVB2 23621 28790 5.06% 0.421%
54 19.592 2816 2818 2823 rBV4 6138 8904 1.56% ©.130%
55 19.833 2853 2859 2871 rBV 340770 514551 90.41% 7.518%
56 21.354 3113 3118 3132 rBV 154414 286502 50.34%  4.186%
57 21.725 3176 3181 3187 rBV 239716 396863 69.73% 5.799%
58 22.159 3250 3255 3261 rVB2 112330 167987 29.52%  2.454%
59 22.529 3312 3318 3334 rBV4 151269 485949 85.39% 7.100%
60 23.587 3492 3498 3509 rVB2 123103 262702 46.16%  3.838%

Sum of corrected areas: 6844105
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49708.D

Acqg On 7 Aug 2021 16:47
Operator : CG/JU

Sample : M3220-01

Misc :

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG049708.D\data.ms
.156

300000
250000
200000

150000 10.863

100000 8.043 10.487
7.1977 567 8.748 9.212 9.940

.36 .998
62
3.954 4407 4959 5558 6.610 655 8,096 870 \ 11.785 12.631

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG049708.D\data.ms

50000

19.833

300000
17.448

15.686 17.542

21.725

250000

14.693
14.387
200000 14.094

21.354 22.529

150000

100000
15.803

14.898

13.289.5713-9§fLL M ﬂ;{L‘.03915.5QL@ 932 16.972825% 18 A8SHp] 8167828 9651

I
L L e L B L L L L L L LB B B

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG049708.D\data.ms

50000

300000

250000

200000

150000 23.587

100000

50000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49708.D

Acqg On 7 Aug 2021 16:47

Operator : CG/JU

Sample : M3220-01

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

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

Peak Number 1 (DEL) Alkane: Cyclic3.073 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.073 20.98 ng/ul 177849 1,4-Dichlorobenzene-d4 8.043
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 90
2 Cyclohexane 84 C6H12 000110-82-7 87
3 Cyclohexane 84 C6H12 000110-82-7 86
4 Cyclohexane 84 C6H12 000110-82-7 86
5 2-Acetylpiperidine 127 C7H13NO 097073-22-8 72
Abundance m/z 56.15 100.00%

Scan 6 (3.073 min): BG049708.D\data.ms (-3) (-)
5 84.2

41.1

5000
69.2

?

| 3.103.203.30 3.40 3,50
Ol el sl myz 4.2 83.07%

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0
84.0
5000 410 EAREEEEREE AR RREEE R
69.0 3.103.203.303.40 3.50
m/z 41.15 54.30%
27.0 H
O\\\’\\\\‘\\\\‘\\\\’\\\\‘\‘\\\i‘\w \‘\\\”‘\\\\‘\‘\‘\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0 R e N RAR
3.103.203.303.40 3.50
5000 41.0 m/z 55.20 39.11%
69.0
2l )]
ol rrrprer 280 Ll
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane R R ARARa e
56.0 3.103.203.303.40 3.50
41.0 84.0 m/z 69.15 37.15%
5000
27.0
69.0
180 |
oln20 T Ll AP
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49708.D

Acqg On 7 Aug 2021 16:47
Operator : CG/JU

Sample : M3220-01

Misc :

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.156 67.15 ng/ul 569124 1,4-Dichlorobenzene-d4 8.043

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 17
Abundance  Scan 20 (3.156 min): BG049708.D\data.ms (-15) (-) m/z 73.15 100.00%
73.2
5000 /\
‘ 320 3.40 360
o kil 3094 467 n/; 43.15  35.83%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B
3.20 3.40 3.60
H ‘ m/z 87.15 27.53%
O\l‘\\“\1‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350 400 450
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T
320 3.40 3.60
5000 m/z 55.20 24.68%
0 Mm-o
miz--> 100 150 200 250 300 350 400 450
Abundance #5060: Butane, 2-methoxy-2-methyl- B e e
73.0 320 3.40 3.60
m/z 41.15 12.49%
5000 /\j\

m/z--> 50 100 150 200 250 300 350 400 450 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49708.D

Acqg On 7 Aug 2021 16:47
Operator : CG/JU

Sample : M3220-01

Misc :

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Ethanol, 2-[2-(2-methylprop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.622 3.80 ng/ul 44878  Naphthalene-d8 10.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 64
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 56

Abundance Scan 1291 (10.622 min): BG049708.D\data.ms (-1286) (- m/z 57.20 100.00%

57.2
5000
T ‘ T T A/\\A T
‘ 87‘ 2 1289 189.4 10.50 11.00
o) S| ‘unx“‘m“"M‘H_AH,HH,HH_JH m/z 45.25 91.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
43.0
5000
89.0 1050 1100
m/z 41.15 53.99%
o290l || Jieod | | 190 1aa0
\\\’\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\
miz--> 20 40 80 100 120 140 160 180
Abundance #38401. Ethanol, 2-(2-butoxyethoxy)-
57.0
i d /\A//\A ‘
10.50 11.00
5000 ITI/Z 75.15 21.29%
29.0
‘810
ob ol b il W 30r0 1820
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- ‘ M” L
57.0 10.50 11.00
m/z 43.15 18.26%
5000
29.0
]
ool P arg 320
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\

Library Search Compound Report

Data File : BG@49708.D

Acqg On 7 Aug 2021 16:47
Operator : CG/JU

Sample : M3220-01

Misc :

ALS vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 4 (DEL) Alkane: Cyclic21.354 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.354 14.44 ng/ul 286502 Chrysene-d12 21.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 96
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 92

Abundance Scan 3118 (21.354 min): BG049708.D\data.ms (-3113) (- m/z 57.25 100.00%

57.3
5000
f 21‘06 ‘21‘50‘
07.2 - :
om_“uw‘uM‘m‘-wumc‘z‘??"f?ﬁ??‘Hwa”www m/z 43.20 99.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
5000 - —
21.00 21.50
m/z 55.15 75.94%
e 2=
OHL‘\H\H\\%‘\H‘\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
= T
21.00 21.50
5000 m/z 69.15 65.10%
252.0
0115\1.3690648'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecyl heptafluorobutyrate . T
57.0 21.00 21.50
m/z 97.25 59.16%
5000
‘ r\ 238.0
LR O
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49708.D

Acqg On 7 Aug 2021 16:47
Operator : CG/JU

Sample : M3220-01

Misc :

ALS vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Pentadecanal- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.159 8.47 ng/ul 167987  Chrysene-d12 21.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 83
2 Tetradecanal 212 C14H280 000124-25-4 83
3 Bicyclo[10.8.0]eicosane, (E)- 278 C20H38 1010155-85-0 78
4 Eicosanal- 296 C20H400 002400-66-0 74
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 74

Abundance Scan 3255 (22.159 min): BG049708.D\data.ms (-3250) (-  m/z 57.25 100.00%
3

5000

.

137.2 22.00 22.50

m/z 82.20 93.65%

207.2  265.1 307.4 355.

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

Abundance #107139: Pentadecanal-
82.0

-

41.0
5000
22.00 22.50
m/z 43.20 90.53%
24.0
O T ‘ \‘ \H‘\ H\ ‘ L ‘ L ‘ L ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #90087: Tetradecana
57.0
P e
22.00 22.50
5000 96.0 m/z 55.15 77 .90%
om 20 am0
miz--> 50 100 150 200 250 300 350
Abundance #171305: Bicyclo[10.8.0]eicosane, (E)- e T
41.0 22.00 22.50
82.0 m/z 41.20 74.28%
278.0
5000
| H M 166.0 222.0 |
WEEEE T W S ek T
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49708.D

Acqg On 7 Aug 2021 16:47
Operator : CG/JU

Sample : M3220-01

Misc :

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.529 24.49 ng/ul 485949 Chrysene-d12 21.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 87
3 Nonadecane 268 C19H40 000629-92-5 81
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 72
5 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 72

Abundance Scan 3318 (22.529 min): BG049708.D\data.ms (-3312) (-  m/z 57.25 100.00%

57.3
5000
2250 |
7.2197.3 :
o‘H«p‘hmfnmm‘qcu‘_?gﬁfu‘u‘w‘u‘_‘H‘H‘W‘H‘_“ m/z 43.25 79.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 - :
22.50
m/z 71.25 66.38%
om‘_}iJfff«l(‘)u??‘7;9“2‘?7;9_3?77;91r,uﬁ‘??:a‘?"1‘5‘?%-9_1‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #206621: Sulfurous acid, 2-propyl! tridecyl ester
43.0
22.50
5000 ITI/Z 85.25 53.87%
1.0182.0
O b b e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 A
Abundance #158598: Nonadecane ‘ peal—
57.0 22.50
m/z 41.15 34.62%
) /\/Lf\w\/v
o L Oaerozs0 o)
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 22.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\

Library Search Compound Report

Data File : BG@49708.D
Acqg On 7 Aug 2021 16:47
Operator : CG/JU

Sample . M3
Misc :
ALS vial : 41

Quant Method
Quant Title

TIC Library

220-01

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Octadecanal Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.587 20.00 ng/ul 262702 Perylene-di2 25.002
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 1,15-Hexadecadiene 222 C16H30 021964-51-2 91
3 1,19-Eicosadiene 278 C20H38 014811-95-1 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 90

Abundance Scan 3498 (23.587 min): BG049708.D\data.ms (-3492) (-  m/z 57.25 100.00%

57.3
5000
9.2 P ‘
23.50
53.1 207.22531 3346 )
oh L m/z 43.15 93.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
6.0
5000 T
23.50
‘ m/z 55.20  75.59%
2220
m/z--> 50 100 150 200 250 300 350 400
Abundance #102183: 1,15-Hexadecadiene
55.0
T \
23.50
5000 m/z 82.15 72.08%
10.0
LT ss0 220
oL e
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
55.0 23.50
m/z 41.15 59.87%
- MWMVMMMMW/\WANWMMW/\
owwﬂ%”“ o
m/z--> 50 100 150 200 250 300 350 400 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49708.D

Acqg On : 7 Aug 2021 16:47
Operator : CG/JU

Sample : M3220-01

Misc :

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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|
(DEL) Alkane: C... 3.073 21.0 ng/ul 177849 1 8.043 169509 20.0
Butane, 2-metho... 3.156 67.2 ng/ul 569124 1 8.043 169509 20.0
Ethanol, 2-[2-(... 10.622 3.8 ng/ul 44878 2 10.863 236456 20.0
(DEL) Alkane: C... 21.354 14.4 ng/ul 286502 5 21.724 396863 20.0
Pentadecanal- 22.159 8.5 ng/ul 167987 5 21.724 396863 20.0
(DEL) Alkane: S... 22.529 24.5 ng/ul 485949 5 21.724 396863 20.0
Octadecanal 23.587 20.0 ng/ul 262702 6 25.002 262702 20.0
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