LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50339.D

Acqg On : 1 Oct 2021 2:05
Operator : CG/JU

Sample : M3777-14

Misc :

ALS Vvial : 21  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-BG093021.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50339.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.553 106 11 14 rBV3 1567 1803 ©0.12% 0.015%
2 3.635 20 25 32 rVB2 10758 16893 1.10% 0.139%
3 3.929 73 75 82 rVB4 1971 2892 0.19% 0.024%
4 4.064 93 98 111 rBV 66946 124865 8.11% 1.026%
5 4.299 132 138 142 rvVvB3 5088 8999 0.58% 0.074%
6 4.399 149 155 160 rVB5 3177 6812 0.44% 0.056%
7 4.511 171 174 176 rBV3 1549 2124 0.14% 0.017%
8 5.339 311 315 322 rBV3 7614 12191 0.79% 0.100%
9 5.950 415 419 422 rBv2 1372 2196 0.14% 0.018%
10 6.332 481 484 487 rBV4 1319 1686 0.11% 0.014%
11 6.644 532 537 540 rVB3 1142 1924 0.13% 0.016%
12 7.401 656 666 672 rBV3 38091 71178 4.63% 0.585%
13 7.584 691 697 708 rBV 139618 239267 15.55%  1.966%
14 7.795 726 733 740 rBV2 92512 161257 10.48%  1.325%
15 7.877 743 747 749 rBvV2 1392 1980 ©0.13% 0.016%
16 8.271 807 814 821 rBV 143590 245935 15.98% 2.021%
17 8.958 923 931 939 rVB 100515 171997 11.18% 1.414%
18 9.440 1004 1013 1024 rBV2 169389 313238 20.36% 2.574%
19 9.822 1076 1078 1082 rVB3 2220 2878 0.19% 0.024%
20 10.169 1130 1137 1144 rVB 71521 137879 8.96% 1.133%

21 10.703 1220 1228 1236 rVB2 124243 223905 14.55%
22 10.844 1245 1252 1263 rBV 67272 123035 8.00%
23 11.097 1286 1295 1303 rBV 183821 335803 21.82%

ORNR R
N
o)
I
R

24 11.221 1309 1316 1324 rBV 123912 230052 14.95% 891%
25 12.313 1499 1502 1507 rVB3 1103 1967 0.13% 016%
26 12.589 1541 1549 1557 rBV 81436 135056 8.78% 1.110%
27 12.654 1557 1560 1566 rVB2 3816 6108 0.40% 0.050%
28 13.253 1658 1662 1666 rVB4 1926 3052 0.20% 0.025%
29 14.282 1831 1837 1844 rVB 431204 618433 40.19% 5.083%
30 14.511 1872 1876 1878 rBV 1387 1578 ©.10% 0.013%

31 14.587 1881 1889 1896 rVV 435170 704069 45.75%

32 14.887 1933 1940 1948 rVB 289622 470273 30.56% 865%
33 15.045 1962 1967 1974 rBV2 40709 66965  4.35%
34 15.269 2002 2005 2008 rBvV2 1549 1829 0.12% 015%

NO O wwn
Ul
Ul
[
R

35 15.874 2101 2108 2117 rVB 635288 966302 62.80%

36 15.974 2117 2125 2136 rBV2 118884 179325 11.65% 1.474%

SFAM-EPA-BG093021.M Fri Oct 01 16:03:20 2021 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50339.D

Acqg On : 1 Oct 2021 2:05
Operator : CG/JU

Sample : M3777-14

Misc :

ALS Vvial : 21  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-BG093021.M
Title : SVOA CALIBRATION
37 16.115 2146 2149 2153 rVB3 2372 2917 0.19% 0.024%
38 16.320 2179 2184 2188 rBV4 3279 4141 0.27% 0.034%
39 16.403 2194 2198 2199 rVB3 1353 1660 0.11% 0.014%
40 16.508 2210 2216 2218 rBV3 1325 2405 0.16% 0.020%
41 16.749 2253 2257 2260 rBv4 1650 1858 0.12% 0.015%
42 17.296 2347 2350 2354 rBV5 1357 1766 0.11% 0.015%
43 17.425 2368 2372 2375 rBV3 2080 3427 0.22% 0.028%
44 17.631 2400 2407 2414 rVB 411349 624482 40.58% 5.132%
45 17.731 2417 2424 2434 rVB2 814741 1228780 79.85% 10.099%
46 17.889 2449 2451 2455 rVB4 995 1563 0.10% 0.013%
47 17.995 2466 2469 2472 rBV3 1970 2451 0.16% ©0.020%
48 18.154 2492 2496 2499 rBV5 3487 3401 0.22% 0.028%
49 18.195 2502 2503 2506 rBvV3 2032 2080 0.14% 0.017%
50 18.277 2513 2517 2522 rVB2 20991 26892 1.75% 0.221%
51 18.359 2530 2531 2534 rBV2 1724 2077 0.13% 0.017%
52 18.488 2548 2553 2561 rBv2 63695 93349 6.07% 0.767%
53 18.571 2566 2567 2572 rVB4 3380 3996 0.26% 0.033%
54 18.612 2572 2574 2576 rBvV2 2493 2070 0.13% 0.017%
55 18.900 2620 2623 2626 rBV5 2034 2285 0.15% 0.019%
56 18.947 2629 2631 2634 rVB4 1804 1559 0.10% 0.013%
57 19.047 2645 2648 2649 rBvV3 2272 2746 0.18% 0.023%
58 19.076 2651 2653 2655 rBvV3 2302 3058 0.20% 0.025%
59 19.229 2678 2679 2683 rVv4 1910 1548 0.10% 0.013%
60 19.434 2711 2714 2720 rVB7 11150 13419 0.87% 0.110%
61 19.575 2734 2738 2742 rVB4 7720 9482 0.62% 0.078%
62 19.611 2742 2744 2746 rBV3 4824 5712 0.37% 0.047%
63 19.634 2746 2748 2753 rVB3 11551 16462 1.07% 0.135%
64 19.752 2764 2768 2773 rBV2 48826 65719 4.27% 0.540%
65 19.875 2786 2789 2790 rBV3 4524 5115 ©0.33% 0.042%
66 19.899 2790 2793 2795 rVvv4 4172 5953 0.39% 0.049%
67 20.004 2804 2811 2818 rBV 1061884 1538804 100.00% 12.647%
68 20.257 2852 2854 2856 rBV4 4408 4800 0.31% 0.039%
69 20.615 2914 2915 2916 rVB 5991 2112 0.14% 0.017%
70 21.538 3068 3072 3079 rBV6 39376 64404 4.19% ©.529%
71 21.931 3133 3139 3147 rVB 407217 700542 45.53% 5.758%

72 25.128 3672 3683 3696 rVB2 462928 1394952 90.65% 11.465%
73 25.363 3714 3723 3738 rVB2 227842 723530 47.02% 5.947%

Sum of corrected areas: 12167263
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50339.D

Acqg On : 1 Oct 2021 2:05
Operator : CG/JU

Sample : M3777-14

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG050339.D\data.ms
1000000

800000
600000
400000

11.097
200000 7584 8.2 9.440

271
10.703 1f.221
4.064 a0l T 8.958 10.169  1p.844 12.589
0?553@.92{94/239}11 5339 5.9506.335.644 N 7/\ 9.822 I 12,313,654

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG050339.D\data.ms

20.004
1000000

17.731
800000

15.874
600000

21.931

14.288.587 17,681
400000

14.887

200000
15.974

.045
253 4.511 715269 166RGEE749 171298 J_E

Time--> 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: BG050339.D\data.ms

o

1000000

800000

600000
25.128

400000
5.363

200000

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@93021\
Data File : BG@50339.D

Acqg On : 1 Oct 2021 2:05
Operator : CG/JU

Sample : M3777-14

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title SVOA CALIBRATION

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

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

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.845 7.33 ng/ul 123035 Naphthalene-d8 11.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78

Abundance Scan 1252 (10.844 min): BG050339.D\data.ms (-1245) (- m/z 57.00 100.00%

57.0
5000
‘ 87‘ ° 131.1 207.0 10 50 ll 00
Ol e b LSS m/z 45.00 99.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
290 10 50 ll 00
87.0 m/z 41.00  41.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
10 50 11 00
5000 m/z 75.00  19.91%
29.0
87.0
bl b iy 2320
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- ; : :
57.0 10.50 11.00
m/z 43.00 16.53%
5000
29.0
87.0
W gl 1320
O e L e EEAREEEEE LT
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50339.D

Acqg On : 1 Oct 2021 2:05
Operator : CG/JU

Sample : M3777-14

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.589 8.04 ng/ul 135056 Naphthalene-d8 11.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-3,5-dimethylphenol, O-(... 242 C12H15C103 1000487-35-2 38
2 2-Chloro-5-hydroxy-2,4,6-cyclohe... 156 C7H5C102 007009-16-7 38
3 1,2,3,3a-Tetrahydropentalene, 1,... 171 C12H13N 1000217-17-0 37
4 Benzene, 1-chloro-4-methoxy-2-me... 156 C8H9C1O 013334-71-9 32
5 5-Chloro-3-methyl-1,2-benzenedia... 156 C7H9CIN2 109671-52-5 32
Abundance Scan 1549 (12.589 min): BG050339.D\data.ms (-1541) (-  m/z 156.00 100.00%
156.0
5000 115.0
78.0
T \
52.0 ‘ 12.50
om‘mwmlu‘mw}um_mum‘mw“‘H;‘u_m‘wwwm m/z 115.00  43.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125458: 4-Chloro-3,5-dimethylphenol, O-(n-propyloxyca
156.0
5000 121.0 1 T
12.50
43.0 91.0 m/z 158.00 29.66%
OJ\-\S\.R‘\\\““\\‘\\“\‘\\\“\\L\“\\\\“\‘\‘\\“‘\\\““\\\]-\8‘:\3\.\0\‘\\\\‘\\?\4"%.\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33464: 2-Chloro-5-hydroxy-2,4,6-cycloheptatrien-1-one
156.0
T \
128.0 12.50
5000 64.0 ' m/z 171.00 29.53%
38.0 H 92"0
) SRS VYIRS RS AN | S——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46500: 1,2,3,3a-Tetrahydropentalene, 1,1-dimethyl-3-cy — ‘
156.0 12.50
m/z 78.00 28.21%
5000
129.0
39.0
65.0 91.0
0 H}‘”Mu““Hmuu‘mwm‘m —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50339.D

Acqg On : 1 Oct 2021 2:05
Operator : CG/JU

Sample : M3777-14

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.488 2.99 ng/ul 93349  Phenanthrene-d10 17.631
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 2553 (18.488 min): BG050339.D\data.ms (-2548) (-  m/z 72.95 100.00%

41,0
5000 1290
171.0 2132 T
‘ ‘ ‘ ‘ ‘ 256.1 205. 18.50
ob—— ‘\“h \‘n\“\i\w\h‘m“\‘ ) “w‘u\‘\‘u“‘ S m/z 60.00 77.20%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 7 *
129.0 18.50
3.0 213.0 m/z 43.10  75.31%
171.0 ‘
0’ ol \“ T “\ \“ \‘\H“ i “\ T ‘\ T
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0
18.50
5000 256.0 m/Z 57 .00 61.44%
129.0
3.0 213.0
kL, P
oL— “‘ H‘\M ‘H‘H‘ nh“‘ M‘u; ik | “ “ “‘m‘ T | \‘ —
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0 18.50
m/z 41.00 58.68%
5000 129.0
9.0 1710 2130 2560
[o) S— “MH‘\ ‘\H“‘H Hh“‘\ ‘\‘H‘\‘n} ‘\ | “‘ “ “‘ \‘ ““ T Pl
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50339.D

Acqg On : 1 Oct 2021 2:05
Operator : CG/JU

Sample : M3777-14

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.752 2.10 ng/ul 65719  Phenanthrene-die 17.631
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2768 (19.752 min): BG050339.D\data.ms (-2764) (-  m/z 72.95 100.00%

43.0 73.0
5000 129.0
185.1 241.1
‘ “ ‘ ‘ 284.% 1950 2000
ob— Lm‘h\ H“\‘Mu‘ \“\‘H‘\m‘\ H : L ‘\ b h v 1 : L H\‘ m/z 42.95 86.91%
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0
19 50 20 OO
284.C
‘ 185.0 241.0 ‘ m/z 57.05 70.64%
ol— “‘ H‘ h!\ H‘ H‘H\ HM‘ M \‘ ‘ L, ‘ \‘r “ - \‘ “\ ‘\‘ , ‘\‘
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
43.0 73.0
m
19 50 20 OO
5000 129.0 m/z 55.00 64.35%
‘ 1850 541 284
oL— \“ \“\‘ ] \‘H‘ “Mh‘\‘ ‘M il - L - ‘L . ““
m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0 19 50 20 00
43.0 m/z 60.08  62.65%
5000 129.0 284.C
185.0 241.0
oL ‘WHHMHH \“‘\‘M‘\J‘g‘\‘ 1 SN
mlz--> 100 150 200 250 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50339.D

Acqg On : 1 Oct 2021 2:05
Operator : CG/JU

Sample : M3777-14

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.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|
Ethanol, 2-(2-b... 10.845 7.3 ng/ul 123035 2 11.097 335803 20.0
unknown-01 12.589 8.0 ng/ul 135056 2 11.097 335803 20.0
n-Hexadecanoic ... 18.488 3.0 ng/ul 93349 4 17.631 624482 20.0
Octadecanoic acid 19.752 2.1 ng/ul 65719 4 17.631 624482 20.0
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