LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 ©02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22 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_ N\Methods\SFAM-EPA-BN©81621MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@15917.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.234 20 25 38 rBV 3338943 4924944 37.86% 4.971%
2 3.334 38 42 51 rVB 73009 121421 0.93% 0.123%
3 3.434 54 59 64 rBV3 33135 54438 0.42% 0.055%
4 3,522 69 74 83 rvB3 35839 61521 0.47% 0.062%
5 3.628 88 92 98 rVB5 31363 52849 0.41% 0.053%
6 3.752 110 113 123 rBV 170721 306310 2.35% 0.309%
7 3.852 126 130 140 rVB7 30810 65290 0.50% 0.066%
8 3.981 148 152 159 rBV3 25336 45526 ©.35% 0.046%
9 4.040 159 162 166 rVvV5 19429 35677 0.27% 0.036%
10 4.587 243 255 268 rBV 7992841 13009640 100.00% 13.132%
11  4.834 292 297 299 rBV3 25316 32372  0.25% 0.033%
12 4.881 299 305 316 rVV 1166010 1942984 14.93% 1.961%
13 5.087 334 340 348 rBV 397316 650935 5.00% 0.657%
14 5.934 476 484 489 rBV3 32928 63855 0.49% 0.064%
15 6.158 515 522 529 rVB4 71362 138666 1.07% 0.140%
16 6.287 540 544 550 rBV8 17194 32139 0.25% 0.032%
17 7.069 670 677 678 rBv4 18839 34298 0.26% 0.035%
18 7.228 697 704 712 rBV 859659 1459517 11.22% 1.473%
19 7.305 712 717 724 rVB 136080 243113 1.87% 0.245%
20 7.434 731 739 748 rBV 1212813 2108673 16.21% 2.128%
21 7.610 763 769 775 rVB 88634 151607 1.17% 0.153%
22 7.904 808 819 825 rBV 1083727 1850539 14.22% 1.868%
23 7.957 825 828 836 rVB2 106342 186334 1.43% 0.188%
24 8.275 874 882 889 rBv8 19053 35922 0.28% 0.036%
25 8.499 914 920 927 rVB5 13788 30370 0.23% 0.031%
26 8.610 932 939 948 rVB2 145272 239197 1.84% 0.241%
27 8.769 959 966 974 rVB 196834 334117 2.57% 0.337%
28 9.063 1006 1016 1027 rVB 1187384 2206216 16.96% 2.227%
29 9.175 1028 1035 1043 rVV 848187 1453577 11.17% 1.467%
30 9.504 1085 1091 1099 rVB7 13316 29995 0.23% 0.030%

31 9.787 1132 1139 1154 rBV 924905 1624731 12.49%
32 10.328 1224 1231 1242 rBV 1433266 2442063 18.77%
33 10.487 1247 1258 1267 rBvV4 941705 1946765 14.96%
34 10.575 1267 1273 1280 rVB 365233 635199  4.88%
35 10.710 1288 1296 1307 rVB 1483761 2605653 20.03%
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36 10.869 1314 1323 1330 rVB3 37785 78252  0.60%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 ©02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22 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_ N\Methods\SFAM-EPA-BN©81621MA.M
Title : SVOA CALIBRATION
37 11.222 1378 1383 1393 rBVlie 23177 57633 0.44% 0.058%
38 11.645 1446 1455 1459 rBV5 20020 35955 0.28% 0.036%
39 11.745 1466 1472 1479 rBV 93281 159186 1.22% 0.161%
40 11.934 1498 1504 1512 rBV 262106 446571 3.43% 0.451%
41 12.175 1535 1545 1556 rVB2 106509 201358 1.55% 0.203%
42 12.404 1576 1584 1594 rVB3 49350 84497 0.65% 0.085%
43 12.928 1667 1673 1676 rBV5 60796 108976 ©0.84% 0.110%
44 13.445 1755 1761 1770 rVWV 69951 125175 ©.96% 0.126%
45 13.528 1770 1775 1780 rVB3 43639 73785 0.57% 0.074%
46 13.692 1794 1803 1809 rBV 59987 105863 0.81% 0.107%
47 13.904 1834 1839 1842 rBV2 43074 70852 0.54% 0.072%
48 13.957 1842 1848 1858 rVV 2916963 4250208 32.67% 4.290%
49 14.045 1858 1863 1872 rVB2 98099 163495 1.26% 0.165%
50 14.239 1890 1896 1907 rVB 924667 1458231 11.21% 1.472%
51 14.551 1941 1949 1956 rBV 2295765 3494103 26.86% 3.527%
52 14.686 1967 1972 1974 rBV5 20166 32185 0.25% 0.032%
53 14.739 1975 1981 1989 rVB 343835 516047 3.97% 0.521%
54 15.098 2038 2042 2046 rBV3 32986 44937 0.35% 0.045%
55 15.175 2051 2055 2060 rVB5 36651 52346 0.40% 0.053%
56 15.545 2110 2118 2126 rBV 3827338 5765075 44.31% 5.819%
57 15.657 2131 2137 2145 rBV 1282545 1813504 13.94% 1.831%
58 15.781 2153 2158 2165 rVB2 30439 49615 ©.38% 0.050%
59 15.992 2188 2194 2198 rBv4 29442 46552 0.36% 0.047%
60 16.233 2227 2235 2245 rBv4 271137 604633 4.65% 0.610%
61 16.728 2314 2319 2325 rVB5 24092 35848 0.28% 0.036%
62 16.951 2352 2357 2364 rVV 187296 290281 2.23% 0.293%
63 17.086 2372 2380 2382 rBV5 14864 30157 ©0.23% 0.030%
64 17.175 2388 2395 2399 rVV2 37588 60881 0.47% 0.061%
65 17.298 2408 2416 2425 rBV 2706246 4021143 30.91% 4.059%
66 17.398 2426 2433 2442 rVV 2740563 4106438 31.56% 4.145%
67 17.480 2442 2447 2451 rVV2 193578 314525 2.42% 0.317%
68 17.533 2451 2456 2466 rVV 1032925 1472907 11.32% 1.487%
69 17.616 2466 2470 2475 rVWVW7 35964 57297 0.44% 0.058%
70 17.698 2478 2484 2490 rVB3 40395 75826 0.58% 0.077%
71 17.804 2497 2502 2505 rBV6 21216 31024 0.24% 0.031%
72 17.975 2526 2531 2536 rBV 217915 284147 2.18% 0.287%
73 18.116 2550 2555 2561 rVB 155052 216925 1.67% 0.219%
74 18.198 2565 2569 2572 rBV5 36140 57574 0.44% 0.058%
75 18.245 2572 2577 2585 rVB 240973 383856 2.95% 0.387%

76 18.527 2618 2625 2636 rVB3 147015 272611 2.10% 0.275%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 ©02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22 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_ N\Methods\SFAM-EPA-BN©81621MA.M

Title : SVOA CALIBRATION

77 18.680 2643 2651 2659 rBV 193009 302887 2.33% 0.306%
78 19.086 2712 2720 2723 rVV6 105167 176948 1.36% 0.179%
79 19.151 2726 2731 2734 rVV 486912 639380 4.91% 0.645%
80 19.180 2734 2736 2745 rVB5 91223 116339 0.89% 0.117%
81 19.257 2745 2749 2750 rBv4 32398 38617 ©0.30% 0.039%
82 19.280 2750 2753 2755 rvv2 63547 83792 0.64% 0.085%
83 19.316 2755 2759 2766 rVB2 151032 254413 1.96% 0.257%
84 19.627 2808 2812 2817 rBV7 37511 64376 0.49% 0.065%
85 19.692 2817 2823 2829 rBV 4727166 6427802 49.41% 6.488%
86 20.692 2989 2993 2998 rBV 198871 240337 1.85% 0.243%
87 20.733 2998 3000 3004 rVB5 33434 42497 0.33% 0.043%
88 20.874 3020 3024 3025 rBV3 51834 62167 ©0.48% 0.063%
89 20.904 3025 3029 3034 rVB 537795 722687 5.56% 0.729%
90 21.192 3074 3078 3088 rBV2 250106 442358  3.40% 0.447%
91 21.480 3122 3127 3139 rBV 3072478 4404035 33.85% 4.445%
92 21.963 3205 3209 3211 rBV4 82114 134240 1.03% 0.135%
93 22.615 3317 3320 3327 rVB4 82902 122625 0.94% 0.124%
94 23.174 3412 3415 3424 rVB3 146191 228407 1.76% 0.231%
95 23.751 3505 3513 3520 rBV 2608873 5482832 42.14% 5.534%
96 23.810 3520 3523 3531 rVW 220574 370226 2.85% 0.374%
97 23.910 3532 3540 3550 rVB2 1929066 4200674 32.29% 4.240%
98 24.545 3643 3648 3655 rVB2 197217 399868 3.07% 0.404%
99 25.398 3788 3793 3801 rVB3 194518 471963 3.63% 0.476%
100 25.674 3833 3840 3850 rVB4 337786 934632 7.18% 0.943%

Sum of corrected areas: 99071029
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Aug 2021 02:38
: CG/JU
: M3355-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©81721\
BNO15917.D

: 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 3-Methyl-3-chloro-1-butene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.234 53.23 ng/ul 4924940 1,4-Dichlorobenzene-d4 7.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Methyl-3-chloro-1-butene 104 C5HOC1 002190-48-9 78
2 2-Butene, 1-chloro-3-methyl- 104 C5H9C1 000503-60-6 78
3 2-Butyne, 1-methoxy- 84 C5H80 002768-41-4 53

4 2-Butene, 1-chloro-2-methyl- 104 C5HOCl 013417-43-1 50

5 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 42

Abundance  Scan 25 (3.234 min): BN015917.D\data.ms (-20) (-) m/z 69.10 100.00%

69.1
41.1
5000
T
‘ 104.0 3.20 3.40 3.60
b gl e 1931 2212 41 10 65.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5456: 3-Methyl-3-chloro-1-butene
69.0
41.0

5000 LI LA L B
3.20 3.40 3.60
m/z 53.00 36.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5470: 2-Butene, 1-chloro-3-methyl-
41.0 69.0
o A I
3.20 3.40 3.60
5000 m/z 39.05 31.98%
104.0
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1597 2-Butyne, 1-methoxy- T
69.0 3.20 3.40 3.60
m/z 67.10 15.61%
5000
39.0
L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 340 3.60

SFAM-EPA-BN@81621MA.M Thu Aug 19 05:56:14 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 1,1-Dimethyl-3-chloropropanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.587 140.60 ng/ul 13009600 1,4-Dichlorobenzene-d4 7.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Dimethyl-3-chloropropanol 122 C5H11C10 001985-88-2 78
2 1,1-Dimethyl-3-chloropropanol 122 C5H11C10 001985-88-2 64
3 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 45
4 3-Pentanol 88 C5H120 000584-02-1 42
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 38
Abundance Scan 255 (4.587 min): BN015917.D\data.ms (-243) (-) m/z 59.10 100.00%
59.1
5000 /k
107.0 REaas e RARR
‘ 4.20 4.40 4.60 4.80 5.00
obrr S 1880 L 1909 n/z 43.05  49.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11112: 1,1-Dimethyl-3-chloropropanol
59.0
5000 B B LR B I
107.0 4.20 4.40 4.60 4.80 5.00
31.0 m/z 41.10 17.98%
\\\\‘\}“\\“‘w\\\‘\\‘\\’\\\\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11113: 1,1-Dimethyl-3-chloropropanol
59.0 Jk
R B
4.20 4.40 4.60 4.80 5.00
5000 ITI/Z 107 .00 16.61%
31.0 107.0
so |
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl- s R RRRE
59.0 4.20 4.40 4.60 4.80 5.00
m/z 69.10 8.54%
5000
31.0
880

m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 Butane, 2,3-dichloro-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.881 21.00 ng/ul 1942980 1,4-Dichlorobenzene-d4 7.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dichloro-2-methyl- 140 C5H1eC12 000507-45-9 83
2 Butane, 2,3-dichloro-2-methyl- 140 C5H1eC12 000507-45-9 83
3 Butanoyl chloride, 2-chloro- 140 C4H6C120 007623-11-2 45
4 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 38
5 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 37
Abundance Scan 305 (4.881 min): BN015917.D\data.ms (-299) (-) m/z 77.00 100.00%
71.0
41.0
5000
R RN R
‘ | 105.1 4.60 4.80 5.00 5.20
il 3270 2090 1, 4165 67.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20872: Butane, 2,3-dichloro-2-methyl-
77.0
5000 410 L L L B L A IR
4.60 4.80 5.00 5.20
m/z 69.05 43.46%
‘ 105.0
\\\‘\‘i‘\ }“i“\ \M\H\“\M\‘\ “\\‘\\‘\“\\\]-‘2\7.\(\)‘ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20876: Butane, 2,3-dichloro-2-methyl-
71.0
N RARREEEEAEE
41.0 4.60 4.80 5.00 5.20
5000 ' m/z 78.95 31.77%
105.0
S VTN = M—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20840: Butanoy! chloride, 2-chloro- AT
41.0 77.0 4.60 4.80 5.00 5.20
m/z 75.95 28.87%
5000
105.0
15:0 AT AT
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.087 7.04 ng/ul 650935 1,4-Dichlorobenzene-d4 7.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 1,4-dichloro- 142 C4H8C120 002419-74-1 38
2 Chlorodimethylethylsilane 122 C4H11C1Si 006917-76-6 33
3 Acetamide, N-phenyl- 135 C8HINO 000103-84-4 23
4 Acetamide, N-phenyl- 135 C8HINO 000103-84-4 23
5 Acetamide, N-phenyl- 135 C8HSNO 000103-84-4 23
Abundance Scan 340 (5.087 min): BN015917.D\data.ms (-334) (-) m/z 73.10 100.00%
73.1
5000 43.0
95.0 e  RamEEN R
H ‘ ‘ 208.1 4.80 5.00 5.20 5.40
v b b e 00 m/z 93.00 77.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22247: 2-Butanol, 1,4-dichloro-
93.0
5000 L B R B B LA L
29.0 4.80 5.00 5.20 5.40
570 m/z 55.10 50.19%
\\‘\‘\‘H\\“h‘\ \‘h\‘\“‘\‘\‘\‘}hi‘\\\‘\‘\\\\‘\\.\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11056: Chlorodimethylethylsilane
93.0
N ARamER TR
4.80 5.00 5.20 5.40
5000 m/z 43.00 44 ,39%
59.0
BT U TR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17807: Acetamide, N-phenyl- A AR
93.0 4.80 5.00 5.20 5.40
m/z 57.00 33.89%
5000
135.0
43.0 66.0
SN S NEDUUNY NSNS U B N | S
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 5 Propane, 1,3-dichloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.957 2.01 ng/ul 186334  1,4-Dichlorobenzene-d4 7.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 64
2 1-Propene, 2-chloro- 76 C3H5C1 000557-98-2 50
3 Furan, 2,3-dichlorotetrahydro- 140 C4H6C120 003511-19-1 40

4 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 39
5 Thiourea 76 CH4N2S 000062-56-6 9

Abundance Scan 828 (7.957 min): BN015917.D\data.ms (-825) (-) m/z 76.00 100.00%

76.0
45.0
5000

7.60 7.80 8.00 8.20

107.1
““““‘JWHWWMW””‘M‘J‘l‘pN“““‘}???“ m/z 45.85 71.78%
miz--> 20 40 60 80 100 120 140
Abundance #6999: Propane, 1,3-dichloro-

76.0
41.0

.

|
7.60 7.80 8.00 8.20
m/z 42.95 67.38%

T \]-\5\-()‘ T \“"‘“\ \‘ ‘\ 6\0‘.‘?\ \H‘ L ‘ \1\1-\2.\0‘ L ‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #1069: 1-Propene, 2-chloro-
41.0

760780800820

5000

15.0 m ‘\H‘\ L 60\9 H‘
R B L [ o o S e o B B
m/z--> 20 40 60 80 100 120 140
Abundance #20843: Furan, 2,3-dichlorotetrahydro-
41.0 7.60 7.80 8.00 8.20

m/z 78.05 31.49%

76.0 105.0
5000
150 | J| /570 | \‘ M‘ 139.0

m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.769 3.61 ng/ul 334117 1,4-Dichlorobenzene-d4 7.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Nitro-1-methylindole 176 C9H8N202 036728-89-9 38
2 2,4-Dichloro-3-methylphenol, ace... 218 C9H8C1202 091085-58-4 37
3 2,4-Dichloro-3-methylphenol, 0-i... 262 C11H12C1203 1000487-27-4 37
4 2,4-Dichloro-5-methylphenol, ace... 218 C9H8C1202 091085-59-5 37
5 Hydrazine, (2,6-dichlorophenyl)- 176 C6H6C12N2 014763-24-7 37

Abundance Scan 966 (8.769 min): BN015917.D\data.ms (-959) (-) m/z 176.00 100.00%

176.0
69.1
5000
e R RmEES S
41”‘ ! ‘ 146.9 2071 Jo7( 840860880900
‘,w“,m!“ ‘1““‘1\“\“1_m‘um,mW“\HHwn_ww,m m/z 178.00  95.94%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #51523: 3-Nitro-1-methylindole
176.0
81.0
5000 1460 L LN N LA LA LN B
8.40 8.60 8.80 9.00
m/z 69.10 61.86%
\H’HH’\H\‘H\“‘“}‘\‘\‘?“\b\H‘MH“H"H‘\\‘\H “HH‘\\H‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #97239: 2,4-Dichloro-3-methylphenol, acetate
176.0
e AR RAR T
43.0 141.0 8.40 8.60 8.80 9.00 .
5000 m/z 68.10 42 .24%
77.0 111.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #149914: 2,4-Dichloro-3-methylphenol, O-isopropyloxyca e ARRERATE \\/\’\\
176.0 8.40 8.60 8.80 9.00
43.0 m/z 66.10 29.98%
5000
141.0
770 1110
150 Lol Ll 280 aare L L
m/z--> 20 40 60 80 100120140160180200220240260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 7 unknown-@3 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.175 15.71 ng/ul 1453580 1,4-Dichlorobenzene-d4 7.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Fluoro-5-hydroxypyridine 113 CS5H4FNO 055758-32-2 38
2 3-Fluoro-2-hydroxypyridine 113 C5H4FNO 001547-29-1 38
3 4-Methylamino-2(5H)-furanone 113 C5H7NO2 1000427-45-5 35
4 4-Fluoro-2-pyridone 113 C5H4FNO 096530-75-5 35
5 .alpha.-Methyl-.alpha.-propylsuc... 155 C8H13NO2 001497-19-4 35

Abundance Scan 1035 (9.175 min): BN015917.D\data.ms (-1028) (-) m/z 113.05 100.00%

118.1
5000 148.0
82.0

“ H  8809.009.209.40
‘wHwu!MM:“H‘u‘“H_ush_m_un‘,mwm?f??'ﬁ’”H,Hw??‘lﬁc m/z 148.00  47.11%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7766: 2-Fluoro-5-hydroxypyridine
113.0

5000 SREEEEEEE R
8.80 9.00 9.20 9.40

57.0 m/z 82.05 24.81%

H \H Il
H‘HH‘HH[HH‘H\\‘HH‘HH‘HH’HH‘HH‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7767: 3-Fluoro-2-hydroxypyridine
113.0

880900920940

57.0
28.0 H
wMH‘“\‘*“”\*‘w‘Hw*‘w*w”HwwaHWHWHWHW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7781: 4-Methylamino-2(5H)-furanone
113.0 8.80 9.00 9.20 9.40

m/z 146.00 16.72%

5000

55.0
84.0
uh L

m/z--> 20 40 60 80 100120140160180200220240260280 8.80 9.00 9.20 9.40

SFAM-EPA-BN@81621MA.M Thu Aug 19 ©05:56:17 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 8 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.487 14.94 ng/ul 1946770 Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 59
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 59
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 58
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 53
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 53

Abundance Scan 1258 (10.487 min): BN015917.D\data.ms (-1247) (-  m/z 57.10 100.00%

57.1
5000 113.1
87.0 192.0
‘ 145.0 H 1050
S =5 M‘m bt m/z 45.00 94.41%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
290 10,50
87.0 m/z 41.05 42.81%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
458.0
-
10.50
5000 m/z 113.10  37.87%
15 0 ‘ 75.0
100.0
Nl % s
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0 10,50
m/z 75.00 21.89%
5000
29.0
87.0
H‘ \H 1L \‘\ \H 1L 132.0 T

m/z--> 20 40 60 80 100 120 140 160 180 10.50

SFAM-EPA-BN@81621MA.M Thu Aug 19 ©05:56:18 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 9 5-Aminoindole Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.575 4.88 ng/ul 635199 Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 53
2 (3-Aminophenyl)acetonitrile 132 C8H8N2 004623-24-9 53
3 Xenon 132 Xe 007440-63-3 53
4 1H-Indol-6-amine 132 C8H8N2 005318-27-4 53
5 5-Azaindole, N-methyl- 132 C8H8N2 024331-97-3 53
Abundance Scan 1273 (10.575 min): BN015917.D\data.ms (-1267) (-  m/z 132.00 100.00%
132.0
69.1
5000 J\
-l ‘
40.0 103.0 ) 10.50
Al 1799 2810 ;0 69018 53.51%
miz--> 50 100 150 200 250
Abundance #16605: 5-Aminoindole
132.0
5000 A :
10.50
m/z 134.00 32.07%
66.0
\2\7;0\‘1“‘\“\‘”‘1 \10‘#\0\ \‘\ B B e B I s
miz-> 50 100 150 200 250
Abundance #16627: (3-Aminophenyl)acetonitrile
132.0
— 4 ‘
10.50
5000 m/z 66.05 18.27%
77.0
L \“\. }H\ ‘\h‘\‘dh\‘ p ‘h‘u‘ “‘ o T T
miz--> 50 100 150 200 250 A
Abundance #16695: Xenon e
132.0 10.50
m/z 104.00 17.26%
5000
66.0
mlz--> 50 100 150 200 250 10.50

SFAM-EPA-BN@81621MA.M Thu Aug 19 05:56:19 2021 Page: 13



Data Path :

Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc

ALS Vvial : 22  Sample Multiplier:
Quant Method
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©81721\

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO©81621MA.M

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

Concentration Rank 11

Peak Number 10 unknown-04

R.T. EstConc Area
11.934 3.43 ng/ul 446571
Hit# of 5 Tentative ID

Relative to ISTD

Naphthalene-d8

-Cyclopentanedione, 2-bromo-

uih wNnR

NNNBRH
-

-l>-l>-l>UJ|-

idazo[5,1-f][1,2,4]triazine-2,...

-Dichloro-3-methylphenol, O-e...
-Dichloro-3-methylphenol, 0-i...
-Dichloro-6-methylphenol, O-(...

262

C7H10N6
C5H5Bro02
C1loH1eC1203
C11H12C1203
C11H12C1203

Abundance Scan 1504 (11.934 min): BN015917.D\data.ms (-1498) (- m/z
.0

050473-86-4 47
014203-24-8 38
1010487-27-3 38
1000487-27-4 38
1010487-30-8 38

176.00 100.00%

17
69.1
5000
97.0
41.0 =T
12.00
147.0
WW‘WH‘M‘\MMWWHWm‘wmH““_“‘29‘7;9_”“””‘ m/z 178.00  98.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53207: Imidazo[5,1-f][1,2,4]triazine-2,7-diamine, 4,5-dim
178.0
5000 T
12.00
43.0 m/z 69.10  72.54%
H 80 137.0
\\\‘\\\\N\\\‘\’H\H‘\‘\\‘\\\\‘\\\\‘\\\U‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51079: 1,3-Cyclopentanedione, 2-bromo-
69.0 176.0
=P
12.00
5000 m/z 97.00 32.69%
41.0 97.0
‘ ‘ 149.0
w""““m,‘uH"w‘mu}m_th_H_WH_MW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132319: 2,4-Dichloro-3-methylphenol, O-ethoxycarbonyl e
1410 1760 12.00
m/z 66.10 21.34%
5000
290 770 1110
2040  248.0 N i
Do A Sy h—tf
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

SFAM-EPA-BN081621MA.M Thu Aug 19 05:56:19 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-

Quant Title : SVOA CALIBRATION

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

EPA-BNO81621MA.M

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 11 unknown-©5

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.233 3.01 ng/ul 604633  Phenanthrene-die 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hymecromone 176 C10H803 000090-33-5 49
2 Serotonin 176 C1OH12N20 000050-67-9 49
3 7-Hydroxy-6-methylcoumarin 176 C1eH803 1000423-48-0 47
4 1(2H)-Naphthalenone, 3,4-dihydro... 176 C11H1202 001078-19-9 43
5 5-Methoxy-1-tetralone 176 C11H1202 033892-75-0 43

Abundance Scan 2235 (16.233 min): BN015917.D\data.ms (-2227) (-

m/z 148.05 100.00%

148.1 176.1
5000
g —
o1 661 gg1 1180 16.00 16.50
2080 1/7 146.05 90.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50560: Hymecromone
148.0 176.0
5000 e —
16.00 16.50
m/z 176.10 88.04%
390 650 °r0 1200
?‘\5\.‘0\‘\\\“‘\\“}‘\“‘\‘\‘\‘\‘”’\\“M‘Hu‘lu‘u‘\ ‘\\‘\\\ [T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50500: Serotonin
146.0
T ‘ T T ‘ T \/
16.00 16.50
5000 m/z 147.00 46.55%
176.0
39.0 65.0 9%.0 118.0 ‘
| Il f I
R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50573: 7-Hydroxy-6-methylcoumarin mﬂ/‘\ ‘ L
176.0 16.00 16.50
m/z 175.10 37.69%
148.0
5000
51.0
91.0
18.0 ‘ ‘ 119.0
Hﬂwwuw‘MumhHM‘M‘_“W‘A‘MJ‘W‘HWM“W‘H‘ —— —r
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50

SFAM-EPA-BN081621MA.M Thu Aug 19 05:56:20 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 12 unknown-06 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.533 7.33 ng/ul 1472910  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-2,5,6-trimethylthieno[2... 212 C9H9CIN2S 083548-58-7 43
2 Terephthalic acid, but-3-enyl et... 248 C14H1604 1000356-33-3 43
3 Dimethyl 5-methylisophthalate 208 C11H1204 017649-58-0 43
4 8H-[1,2,3]Triazolo[4',5':3,4]ben... 177 CEH3N5S 1000306-38-7 37
5 Ethyl 4-acetylbenzoate 192 C11H1203 038430-55-6 37

Abundance Scan 2456 (17.533 min): BN015917.D\data.ms (-2451) (-  m/z 177.10 100.00%

177.1
5000
‘ 21}4-1 17:50 |
o — “u“"““ ‘M ke V' “ ok 2670 34100 949,05 41.39%
miz--> 50 100 150 200 250 300
Abundance #90595: 4-Chloro-2,5,6-trimethylthieno[2,3-d]pyrimidine
177.0
5000 1
17 50
10 m/z 212.10  37.52%
59.0 135, ‘
L‘ ‘Q‘ \‘M\\‘u\m\ 95 b ‘\‘\‘\‘\m pll ‘ ‘H‘ T I
miz--> 50 100 150 200 250 300
Abundance #133059: Terephthalic acid, but-3-enyl ethyl ester
177.0
; ‘ |
17.50
5000 m/z 146.05  27.99%
54.0
SN 0 O N
mjz-> 50 100 150 200 250 300 }\ A
Abundance #84475: Dimethyl 5-methylisophthalate — ‘
177.0 17. 50
160.10 25.69%
5000
89.0 134#
UL PSS NP N A —

m/z--> 50 100 150 200 250 300 17.50

SFAM-EPA-BN@81621MA.M Thu Aug 19 05:56:20 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 13 12-Octadecenoic acid, methy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.151 3.18 ng/ul 639380  Phenanthrene-die 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 97
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 97

Abundance Scan 2731 (19.151 min): BN015917.D\data.ms (-2726) (-  m/z 55.00 100.00%

n21 . .
5000 97.1
264, ™ =
37.1 180.1 222.2 ‘ 19.00 19.50
b s “‘ B2 41.05  76.63%
miz--> 50 100 150 200 250 300 350
Abundance #194418: 12-Octadecenoic acid, methyl ester

55.0

%

5000
7.0 264.0 19.00 19.50

m/z 69.05 67.77%

g

38.0 180 0 222.0
‘“M\%\m ‘\h‘u‘ TR, 1“‘\‘\ ‘ ‘L‘ : ‘\‘ ———
m/z--> 50 100 150 200 250 300 350
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
19.00 19.50
5000 m/z 74.00  57.18%
7.0
2640
ypsom00z20 |y
miz-> 50 100 150 200 250 300 350
Abundance #194420: 13-Octadecenoic acid, methyl ester P P
55.0 19.00 19.50
m/z 83.00 55.74%
5000 J
7.0
264.0
Lppomomo gy
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 14 2-(4-chlorophenyl)-5-fluoro... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.904 3.28 ng/ul 722687  Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-chlorophenyl)-5-fluoro-1H-i... 245 C14H9C1FN 881040-32-0 52
2 2-Chloro-4-methylpyridazino(6,1-... 245 C12H8CIN30 001703-04-4 47
3 Quinoline, 2-(1H-benzimidazol-2-... 245 C16H11N3 014044-48-5 43
4 4-Chloro-2-methyl-7-(trifluorome... 245 C11H7C1F3N 018529-09-4 38
5 4-Chloro-2-methyl-6-trifluoromet... 245 C11H7C1F3N 867167-05-3 38

Abundance Scan 3029 (20.904 min): BN015917.D\data.ms (-3025) (-  m/z 245.10 100.00%

245.1
5000
104.0
2100
179.9
220,y ,ﬂ“u bbb h 3248 4000 . 568 10 34.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #129551: 2-(4-chlorophenyl)-5-fluoro-1H-indole
245.0
5000
2100
183.0 m/z 247.10  30.18%
107.0
\\\\‘\\\‘\"H‘\\“\\]\\\“T‘“M\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #129277: 2-Chloro-4-methylpyridazino(6,1-b)quinazolin-1
245.0
G
21.00
1270 182.0
T T e O W
miz--> 50 100 150 200 250 300 350 400
Abundance #129632: Quinoline, 2-(1H-benzimidazol-2-yl)-
245.0 2100
m/z 244.10 23.25%
5000
128.0
63.0 | 190.0
T I e I e B e e
m/z--> 50 100 150 200 250 300 350 400 21.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38

Operator : CG/JU

Sample : M3355-01

Misc

ALS vial : 22

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO©81621MA.M
: SVOA CALIBRATION

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 15

(DEL) Alkane: Straight-Chai...

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
21.192 2.01 ng/ul 442358  Chrysene-di12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 3078 (21.192 min): BN015917.D\data.ms (-3074) (-  m/z 43.05 100.00%

43.0
7.0
5000
H nm oo Buss
281.0 . .
96.1
b “‘ b M e L 383 418, 5505 98.82%
miz--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
5000 11.0 las faailat
21.00 21.50
m/z 57.10 95.06%
1 | \H Iy “ |16702100 2020 3840
miz--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
e 5
21.00 21.50
m/z 83.05 88.18%
5000 110 /
L o 200 po0
miz--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene s T
57.0 21.00 21.50
m/z 69.10 87.39%
5000 11.0
||| \H\ | . 167.0210,0 406.0
el R e A A B S R ey .
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
25.398 2.25 ng/ul 471963  Perylene-di12 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90

Abundance Scan 3793 (25.398 min): BN015917.D\data.ms (-3788) (-  m/z 57.10 100.00%

57.1
5000
13.1 10 o5 £Q
1 MH 2090 2820 3550 4311 25.00 25.50
bbb bbbt ST B m/z 71.10 75.62%
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 = s

25.00 25.50
m/z 43.10  57.67%
1l

| ]T | ), 169.0 225.0 296.0

\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane

57.0

kS

25.00 25.50
5000 m/z 85.18  52.71%
1130 169.0 225.0 282.0

J“ [

A L e LA AL B R e N R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane

57.0 25.00 25.50

m/z 41.00 26.88%

-

5000

13.0
L1 189.0 2050 282.0

m/z--> 0 50 100 150 200 250 300 350 400 450 25.00 25.50

g
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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 17 6-Chloro-2-methyl-4-phenyl-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.674 4.45 ng/ul 934632  Perylene-d12 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Chloro-2-methyl-4-phenyl-quino... 297 C17H12C1NO2 312758-85-3 52
2 Phthalazine-1,4(2H,3H)-dione, 2-... 297 C15H11N304 1000272-77-2 38
32',2,3,6"'-Tetramethoxychalcone 328 C19H2005 931589-62-7 38
4 4-Chloro-3-(trifluoromethoxy)ben... 354 C14H18C1F303Si 1000493-94-9 37
5 Thiophene-3-carbonitrile, 4-(3-c... 297 C12H8CINO2S2  116526-65-9 37

Abundance Scan 3840 (25.674 min): BN015917.D\data.ms (-3833) (-  m/z 297.10 100.00%

297.1
5000
130.0 e S
s20 || 221 357.0 429 2550 2000
bbbl ) 3570 4291 4892 960,15 43.16%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #195293: 6-Chloro-2-methyl-4-phenyl-quinoline-3-carbox:
297.0
5000 s ——
25.50 26.00
216.0 m/Z 299.10 35.94%
\\\\‘\\\9\5‘0\\]\-4\.‘9\0\J\T[\‘|\\\“‘“\\“\ \\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #195070: Phthalazine-1,4(2H,3H)-dione, 2-(2-methyl-5-ni
297.0
‘ ‘ e
25.50 26.00
5000 m/z 298.10 27.31%
51.0 130.0
ETOTIVE T Y S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234124: 2',2,3,6'-Tetramethoxychalcone 4 —r—
297.0 25.50 26.00
m/z 130.00 19.13%
5000
165.0
10 .0
\ n \ | IA | i ﬂil U 239.0 L

m/z--> 0 50 100 150 200 250 300 350 400 450 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15917.D

Acqg On : 18 Aug 2021 02:38
Operator : CG/JU

Sample : M3355-01

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.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|
3-Methyl-3-chlo... 3.234 53.2 ng/ul 4924940 1 7.904 1850540 20.0
1,1-Dimethyl-3-... 4.587 140.6 ng/ul 13009600 1 7.904 1850540 20.0
Butane, 2,3-dic... 4.881 21.0 ng/ul 1942980 1 7.904 1850540 20.0
unknown-01 5.087 7.0 ng/ul 650935 1 7.904 1850540 20.0
Propane, 1,3-di... 7.957 2.0 ng/ul 186334 1 7.904 1850540 20.0
unknown-02 8.769 3.6 ng/ul 334117 1 7.904 1850540 20.0
unknown-03 9.175 15.7 ng/ul 1453580 1 7.904 1850540 20.0
Ethanol, 2-(2-b... 10.487 14.9 ng/ul 1946770 2 10.710 2605650 20.0
5-Aminoindole 10.575 4.9 ng/ul 635199 2 10.710 2605650 20.0
unknown-04 11.934 3.4 ng/ul 446571 2 10.710 2605650 20.0
unknown-05 16.233 3.0 ng/ul 604633 4 17.298 4021140 20.0
unknown-06 17.533 7.3 ng/ul 1472910 4 17.298 4021140 20.0
12-Octadecenoic... 19.151 3.2 ng/ul 639380 4 17.298 4021140 20.0
2-(4-chlorophen... 20.904 3.3 ng/ul 722687 5 21.486 4404040 20.0
(DEL) Alkane: S... 21.192 2.0 ng/ul 442358 5 21.486 4404040 20.0
(DEL) Alkane: S... 25.398 2.3 ng/ul 471963 6 23.910 4200670 20.0
6-Chloro-2-meth... 25.674 4.5 ng/ul 934632 6 23.910 4200670 20.0
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