LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51505.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.608 14 20 26 rW 6725 11418 0.56% 0.033%
2 3.966 76 81 82 rBv4 2381 2787 0.14% 0.008%
3  4.043 89 94 104 rBV 92897 163894 8.05% 0.478%
4 4,395 148 154 160 rvv2 3814 7242  0.36% 0.021%
5 4.659 193 199 203 rBvV3 4706 7644 0.38% 0.022%
6 4.718 206 209 213 rBvV4 4463 6164 ©0.30% 0.018%
7 4.930 240 245 247 rBVS 2461 3674 0.18% 0.011%
8 5.335 308 314 322 rVB 26192 39166 1.92% 0.114%
9 5.552 345 351 357 rVB2 18601 32218 1.58% 0.094%
10 6.439 496 502 508 rBV3 7869 14794 0.73% 0.043%
11 7.274 640 644 650 rVB4 5216 8938 0.44% 0.026%
12 7.326 650 653 658 rBV3 1282 3021 0.15% 0.009%
13 7.409 660 667 677 rVB 180473 328576 16.14% 0.957%
14 7.491 677 681 682 rBv2 1782 2498 0.12% 0.007%
15 7.514 682 685 688 rvB4 2011 3153 0.15% 0.009%
16 7.591 691 698 707 rVW 105235 175175 8.61% ©.510%
17 7.808 726 735 737 rBV 151239 247508 12.16% 0.721%
18 7.837 737 740 749 rVB 181604 311361 15.30% 0.907%
19 7.908 749 752 757 rBV2 1512 2650 0.13% 0.008%
20 8.284 809 816 823 rBV 108777 186830 9.18%  0.544%
21 8.531 852 858 863 rBv4 2363 4651 0.23% 0.014%
22 8.813 896 906 913 rVvvV2 181836 451488 22.18% 1.316%
23 8.865 913 915 921 rVB3 17463 25196 1.24% 0.073%
24  8.977 926 934 944 rBV 188771 323137 15.88% 0.942%
25 9.112 949 957 964 rBV 227599 403270 19.81% 1.175%
26 9.388 997 1004 1009 rBV 86419 150244 7.38% 0.438%
27  9.453 1009 1015 1018 rVV 141328 257683 12.66% 0.751%
28 9.494 1018 1022 1033 rVB 257236 450220 22.12% 1.312%
29 9.770 1062 1069 1077 rBV 340689 555258 27.28% 1.618%
30 10.187 1132 1140 1141 rVV 115043 187975 9.24% 0.548%
31 10.217 1141 1145 1152 rVV 185629 345183 16.96% 1.006%
32 10.281 1152 1156 1163 rVB4 11838 24103 1.18% 0.070%
33 10.728 1224 1232 1244 rVV2 204218 590450 29.01% 1.720%
34 10.974 1269 1274 1280 rVvVv3 13632 23705 1.16% ©0.069%

0.

35 11.121 1288 1299 1304 rVV 146661 278826 13.70%

36 11.174 1304 1308 1314 rVV 119759 208071 10.22% 0.606%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 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-BG121421.M
Title : SVOA CALIBRATION

37 11.239 1314 1319 1331 rVB 76135 139285 6.84% 0.406%
38 11.820 1412 1418 1425 rVWV 11423 16639 0.82% 0.048%
39 12.367 1503 1511 1519 rBV 336298 560220 27.52% 1.632%
40 12.625 1548 1555 1563 rBV 251214 416437 20.46% 1.213%
41 12.684 1563 1565 1569 rVB3 2470 3332 0.16% ©0.010%
42 12.884 1595 1599 1601 rBV3 3916 4614 0.23% 0.013%
43 12.978 1608 1615 1625 rVB 448730 753152 37.00% 2.195%
44 13.124 1633 1640 1646 rBvV2 177765 290818 14.29% 0.847%
45 13.354 1672 1679 1684 rBV 241809 397961 19.55% 1.160%
46 13.753 1741 1747 1754 rW 487095 760784 37.38% 2.217%
47 13.988 1779 1787 1795 rBV 319286 512234 25.17% 1.493%
48 14.105 1802 1807 1813 rVB 10047 15334 0.75% 0.045%
49 14.311 1835 1842 1848 rBV 392034 558864 27.46% 1.628%
50 14.399 1850 1857 1863 rVV 128568 198026 9.73% 0.577%
51 14.470 1863 1869 1877 rVB 285964 447220 21.97% 1.303%
52 14.617 1887 1894 1896 rvV 404720 717546 35.25% 2.091%
53 14.640 1896 1898 1907 rVB 576947 806086 39.60%  2.349%
54 14.916 1936 1945 1951 rBV 256661 403613 19.83% 1.176%
55 14.981 1951 1956 1962 rVB 61114 93786 4.61% 0.273%
56 15.092 1966 1975 1983 rBV2 475929 923653 45.38% 2.691%
57 15.257 1994 2003 2008 rBV 363713 540256 26.54% 1.574%
58 15.316 2008 2013 2019 rVB 247944 389292 19.13% 1.134%
59 15.545 2045 2052 2062 rVB 84943 139952 6.88% 0.408%
60 15.639 2065 2068 2069 rBV3 1916 2445 0.12% 0.007%
61 15.715 2075 2081 2087 rVB 632342 861148 42.31% 2.509%
62 15.903 2107 2113 2119 rBV 521773 806428 39.62% 2.350%
63 15.962 2119 2123 2126 rW 125806 187430 9.21% 0.546%
64 16.003 2126 2130 2136 rVB 170229 252368 12.40% 0.735%
65 16.156 2145 2156 2162 rBV 774449 1190412 58.49% 3.469%
66 16.391 2191 2196 2205 rBV2 60903 98749 4.85% 0.288%
67 16.473 2207 2210 2211 rVV3 3146 2623 0.13% ©0.008%
68 16.532 2217 2220 2225 rVWV 12358 18931 ©0.93% 0.055%
69 16.614 2232 2234 2237 rBV3 1975 2435 0.12% 0.007%
70 16.655 2240 2241 2244 rVB2 2292 2330 0.11% 0.007%
71 16.690 2244 2247 2249 rBV3 2536 3223  0.16% ©0.009%
72 16.767 2257 2260 2262 rBV3 4187 4015 0.20% 0.012%
73 16.837 2267 2272 2275 rVV2 12392 16916 0.83% 0.049%
74 16.902 2275 2283 2289 rVV 159372 231058 11.35% 0.673%
75 16.972 2289 2295 2303 rVB 515942 791088 38.87%  2.305%

76 17.307 2346 2352 2362 rBV 416826 615979 30.26% 1.795%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 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-BG121421.M

Title : SVOA CALIBRATION

77 17.601 2398 2402 2405 rBV3 2225 3329 0.16% 0.010%
78 17.665 2406 2413 2416 rVWV 368988 569146 27.96% 1.658%
79 17.706 2416 2420 2425 rVV 593254 886937 43.58% 2.584%
80 17.765 2425 2430 2440 rVB 603182 931235 45.75% 2.713%
81 18.000 2468 2470 2473 rVB4 3218 2870 0.14% 0.008%
82 18.276 2512 2517 2521 rBV3 26021 34070 1.67% 0.099%
83 18.611 2569 2574 2580 rVB 748470 941340 46.25% 2.743%
84 19.598 2740 2742 2748 rVB4 9175 13972 0.69% 0.041%
85 19.669 2752 2754 2758 rVB4 9963 11928 ©0.59% 0.035%
86 19.898 2788 2793 2798 rBV2 80090 115113 5.66% 0.335%
87 20.039 2811 2817 2820 rBV 787766 1292540 63.50% 3.766%
88 20.256 2850 2854 2863 rBV 131301 178001 8.75% ©.519%
89 21.061 2988 2991 2997 rVB 65046 83852 4.12% 0.244%
90 21.860 3124 3127 3133 rVB2 43726 69869 3.43% 0.204%
91 21.965 3139 3145 3156 rVB2 889848 2035347 100.00% 5.931%
92 22.347 3207 3210 3216 rVB7 45434 75024 3.69% 0.219%
93 22.576 3242 3249 3256 rVB 872294 1449198 71.20% 4.223%
94 22.776 3279 3283 3289 rVB7 51375 92806 4.56% 0.270%
95 23.181 3346 3352 3361 rVB 399561 738028 36.26% 2.150%
96 24.368 3546 3554 3563 rVB 428855 1119009 54.98%  3.261%
97 25.249 3694 3704 3711 rBV2 339919 1063936 52.27% 3.100%
98 25.326 3712 3717 3727 rVB2 222424 572202 28.11% 1.667%
99 25.490 3737 3745 3756 rVB2 190366 567863 27.90% 1.655%
100 29.614 4434 4447 4461 rVB 313130 1457355 71.60% 4.246%

Sum of corrected areas: 34319823
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

800000

600000

400000

200000

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
BGO51505.D

: 14 Dec 2021 15:46
: CG/JU
: M5013-05

: 4 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

TIC: BG051505.D\data.ms

12.978

9.770 12.367
12.625

7.409.7 8. &87 . 1
4.043 7. 591 8 284 > . ]f%]é}élg
.@&9&43m%m&w5$5& 6.439 smﬁ : 11.820 || 12/888

O \\\\‘\\\\‘\\\\‘\\\\‘\T\\ ‘\ ‘\\\\‘\\\\‘\\\\‘\\\‘
Time-> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 10 oo 10 50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051505.D\data.ms
21.065 22.576
20.039
800000 16.156 18.611
15.715
-
00000 14.640 W70
15.903 )
13.753 15.092 16972
17.307
400000 143344817 17.665
3.988,, ,
3.354 14915316
200000 da 16.902 025 21061  21.860 22,34#@@
. ] 19.89
14l981([15-54 LWWA«
0%%276 1
o 14.10 18 17.6018.
“““““““““‘

Time--> 13.50 14.00 14.50 15.00 1550 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: BG051505.D\data.ms

800000

600000

400000

200000

29.614

N S,

07

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.335 4.19 ng/ul 39166 1,4-Dichlorobenzene-d4 8.284

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 47
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
4 Succinic acid, 2-methoxyethyl te... 372 C21H4005 1000325-81-3 33
5 3-Octanol 130 C8H180 000589-98-0 28

Abundance Scan 314 (5.335 min): BG051505.D\data.ms (-308) (-) m/z 43.15 100.00%

43.1
5000
101.1 R ANAREEEAS A CN SRR
‘ 73.2 ‘ ~ 5.00 5.20 5.40 5.60
e B2 29872208 5915 59.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
5000 L L LR R
101.0 5.00 5.20 5.40 5.60
m/z 101.05 20.08%
27.0
\\\\‘\hm\\"”l\\‘\Mi\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R AARaEmaRE
5.00 5.20 5.40 5.60
5000 m/z 58.15 17.31%
101.0
Il 730
m/z--> 20 40 60 80 100 120 140 160 180 200 220 n
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl- ““‘H,A“‘_‘Nkaﬁu“
43.0 5.00 5.20 5.40 5.60
m/z 41.05 12.35%
5000
15.0 ‘ 101.0
H“‘“‘1“”‘,“1H\“m,uw“mwm‘uH“m‘uu‘mwu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Benzene, chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.552 3.45 ng/ul 32218 1,4-Dichlorobenzene-d4 8.284

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, chloro- 112 C6H5C1 000108-90-7 90
2 Benzene, chloro- 112 C6H5C1 000108-90-7 86
3 Benzene, chloro- 112 Ce6H5C1 000108-90-7 74
4 Benzene, chloro- 112 C6H5C1 000108-90-7 74
5 Benzene, chloro- 112 C6H5C1 000108-90-7 64
Abundance Scan 351 (5.552 min): BG051505.D\data. ms(345)() m/z 112.05 100.00%
112
77.2
5000 51.0
T
38.0 ‘ " 5.20 5.40 5.60 5.80 ]
\\‘\H\‘H\\’\\\w‘\\H“\H\‘\‘\\\’\\\1‘\\H‘\H\‘H\\’M\\\‘\\ m/z 77.15 83.69£
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7184: Benzene, chloro-
112.0
77.0
5000 R EREEEEE s S
5.20 5.40 5.60 5.80
51.0 m/z 114.85 48.66%
38.0 H
\\‘\H\‘H\\0’\\\\‘\\H‘\H\‘H\\’\‘Ul‘\‘\\\\‘\9\\7\‘0\\\\"\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7182: Benzene, chloro-
112.0
N amamanmEE SR
5.20 5.40 5.60 5.80
5000 77.0 m/z 51.05  45.56%
51.0
38.0 ‘
SO NSO YRS 1 R £ RS [ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7186: Benzene, chloro- T A I
112.0 5.20 5.40 5.60 5.80
m/z 50.15 23.70%
77.0
5000
51.0
38.0 ‘
S T A ] U A L T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51505.D

Acqg On : 14 Dec 2021 15:46

Operator : CG/JU

Sample : M5013-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: 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 unknown-02 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.865 2.70 ng/ul 25196 1,4-Dichlorobenzene-d4 8.284
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-chloroisopropyl) ether 170 C6H12C120 039638-32-9 25
2 3-Methyl-5-methoxy-1-pentanol 132 C7H1602 070928-41-5 9
3 2-Pentanol 88 C5H120 006032-29-7 9
4 Butane, 1,2,4-trimethoxy- 148 C7H1603 020637-48-3 9

5 1-Methoxy-5-trifluoroacetoxyhexane 228 C9H15F303 1000216-63-2 9

Abundance Scan 915 (8.865 min): BG051505.D\data.ms (-913) (-) m/z 41.15 100.00%
41.

]
5000
770 109.1
. 1230 L L N B L B L
| 55‘-? ‘ H 93.0 ‘ 8.60 8.80 9.00 9.20
\\\‘\\\\‘\\\\‘\\‘\!‘11\\‘\\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\ m/z 45.05 94.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #45686: Bis(2-chloroisopropyl) ether
45.0
121.0
5000 L L R B B BN LR
8.60 8.80 9.00 9.20
29.0 m/z 109.05  32.51%
107.0 ‘
\\\‘\\\\‘\\\\‘\\\\‘H\\\“‘\\5\?‘.9\\\“\\\‘\“\\\\‘\\'\\‘\\\‘\“\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #16556: 3-Methyl-5-methoxy-1-pentanol
45.0
| REE
8.60 8.80 9.00 9.20
5000 m/z 77 .05 24.06%
31.0 67.0
‘ ‘ ‘ 85.0
S T LS
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2353: 2-Pentanol R R ARMEE R
45.0 8.60 8.80 9.00 9.20
m/z 79.10 20.63%
5000
27.0
a0 Lol 80 T0go
m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Benzaldehyde dimethyl acetal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.770  39.83 ng/ul 555258 Naphthalene-d8 11.121
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 95
2 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 91
3 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 90
4 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 78
5 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 72
Abundance Scan 1069 (9.770 min): BG051505.D\data.ms (-1062) (-) m/z 121.15 100.00%
121.2
5000 77.2
—— —
511 9.50 10.00
\H\‘HH“\‘\“}\“‘\‘\\“1"\\‘\‘\‘\“H\“H\\‘].\5\:\]"\]‘.\\\\‘\\\\2‘0\§.\g\ m/Z 77 .15 44.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30190: Benzaldehyde dimethyl aceta
121.0
5000 DAL —
9.50 10.00
7m0 m/z 91.15  22.64%
2050 | ||| o
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #30191: Benzaldehyde dimethyl acetal
121.0
— —
9.50 10.00
5000 77.0 m/z 105.05  16.13%
29.0 51.0
‘ ‘ m‘”‘ 4 M‘: el ‘ . L. T —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30192: Benzaldehyde dimethyl acetal — ——
121.0 9.50 10.00
m/z 51.15 12.65%
5000
77.0
51.0
15.0
O A S Y O JL j\ .
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-03 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.625 29.87 ng/ul 416437 Naphthalene-d8 11.121
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Isopropylquinoline 171 C12H13N 000135-79-5 43
2 Benzene, 1-chloro-4-methoxy-2-me... 156 C8H9C10 013334-71-9 38
3 2-Chloro-4,6-dimethyl-3-pyridina... 156 C7H9CIN2 140413-40-7 38
4 Chloroxylenol 156 C8HOC1O0 000088-04-0 32
5 Tebuthiuron 228 C9H16N40S 034014-18-1 25
Abundance Scan 1555 (12.625 min): BG051505.D\data.ms (-1548) (-  m/z 156.05 100.00%
156.1
5000 115.1
78.2
—— ——
52.1 12.50 13.00
e b e b L2079 15 65 a4, 61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46454: 6-1sopropylquinoline
156.0
5000 ——t .-
12.50 13.00
m/z 158.05 34.04%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33700: Benzene, 1-chloro-4-methoxy-2-methyl-
156.0
—— —
12.50 13.00
5000 77.0 m/z 171.05 31.69%
51.0 113.0
2o
‘H‘“m;“W‘M“m”wm‘wmwm‘m‘_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33519: 2-Chloro-4,6-dimethyl-3-pyridinamine —— ——
156.0 12.50 13.00
m/z 78.15 29.27%
5000
66.0 121.0
39.0 ‘ 93.0 H
m‘u:‘““w‘”‘ww“uu‘*}HH“_MWH_H‘_m_m_m 0 —_—
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.399 9.81 ng/ul 198026  Acenaphthene-die 14.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(3-Ethoxyphenyl)acetone 178 C11H1402 023037-47-0 25
2 3-Buten-2-one, 4-(6,6-dimethyl-1... 178 C12H180 065133-79-1 23
3 p,.beta.-Dinitrostyrene 194 C8H6N204 003156-41-0 10
4 2,6-Diacetylpyridine 163 C9HINO2 001129-30-2 9
5 2-Bromophenethyl alcohol, n-prop... 242 C11H15BroO 1000394-87-6 9

Abundance Scan 1857 (14.399 min): BG051505.D\data.ms (-1850) (-  m/z 43.15 100.00%

43.1
5000 178.1
77.0 T T
| “M‘ 117.1 1451 14.00 14.50
el Bt e LS L L 207 7805 39.48%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #52512: 1-(3-Ethoxyphenyl)acetone
43.0
5000 178.0 — -
135.0 14.00 14.50

107.0

770 ‘ m/z 163.05  25.28%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #52908: 3-Buten-2-one, 4-(6,6-dimethyl-1-cyclohexen-1-y

43.0 /
121.0 T T
14.00 14.50
5000 m/z 77 .05 17.37%
79.0 178.0
45.0 ‘ ‘
| |
m/z--> 0 20 40 60 80 100 120 140 160 180 200 /\ J\ /\
Abundance #69838: p,.beta.-Dinitrostyrene - e
30.0 76.0 102.0 14.00 14.50
147.0 m/z 76.15  15.58%
194.0
5000
sho
‘wahuhmlw‘m _‘M‘H‘w‘u‘wluﬂu‘w‘w‘_‘u — ‘,AA“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 4-Carbethoxy-3-chloropyrrol... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.545 6.93 ng/ul 139952  Acenaphthene-die 14.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Carbethoxy-3-chloropyrrolidine 177 C7H12C1NO2 1010255-97-9 93
2 Quinoline, 7-chloro-4-methyl- 177 C1OH8CIN 040941-53-5 93
3 6-Chloro-2-methylquinoline 177 C1OH8CIN 000092-46-6 91
4 Quinoline, 2-chloro-4-methyl- 177 C1OHSCIN 000634-47-9 91
5 2-Chloro-3-methylquinoline 177 C1OH8CIN 057876-69-4 90
Abundance Scan 2052 (15.545 min): BG051505.D\data.ms (-2045) (-  m/z 177.05 100.00%
177.1
5000
115.2 /\ ]\
— —
63.0 L 15.50
149.1

’HH“‘ T \H\‘ \““‘\‘\'\‘H\“‘ \“‘\“\ \‘Hi‘\ \‘\H\‘ TrTT ”‘\ \‘”\ T m T \\2‘(\)\8\.\]‘-\ RRRRRRRRR %8\‘0\\S m/Z 115.15 34.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52053: 4-Carbethoxy-3-chloropyrrolidine

177.0

) )

5000 AL o,

142.0 15.50
m/z 179.05 32.51%
Mo |
| \‘ ] [l |

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #51784: Quinoline, 7-chloro-4-methyl-
177.0 /\
— = ‘
15.50
5000 m/z 142.05 30.22%
142.0
57.0 89.0 ‘
SR Y VR OO O
m/z--> 20 40 60 80 100120140160180200220240260280 /\ /\
Abundance #51774: 6-Chloro-2-methylquinoline — —
177.0 15.50

m/z 178.05 13.30%

5000
115.0

lohd \\L dohod %F‘q |

m/z--> 20 40 60 80 100120140160180200220240260280 15.50

—
=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-05 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.391 3.47 ng/ul 98749  Phenanthrene-d10 17.665
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Chloro-2,4[1H,3H]quinazolinedione 196 C8H5C1N202 001640-60-4 49
2 2-Methyl-1,4,5,8-tetraza-phenant... 196 C11H8N4 103538-90-5 43
3 5-Chlorobenzofuran-2-carboxylic ... 196 C9H5C103 1000484-31-1 38
4 4-Amino-2-bromobenzonitrile 196 C7H5BrN2 053312-82-6 38
5 2-Chloro-4-methyl-6-(trifluorome... 196 C6HAC1F3N2 241164-09-0 25

Abundance Scan 2196 (16.391 min): BG051505.D\data.ms (-2191) (-  m/z 196.05 100.00%

43.1 196.1
126.1
5000
85.0

‘ ‘ ‘ 1600 1650
,m”“J\u“1““emhw,‘““JW‘WWHw“mw_w‘??ﬂl‘f m/z 43.15 96.14%

m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #72133: 6-Chloro-2,4[1H,3H]quinazolinedione
196.0
153.0

5000 ‘
1600 1650
63.0 125.0 m/z 126.05  53.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71310: 2-Methyl-1,4,5,8-tetraza-phenanthrene
196.0
A/\ : w ool
16 00 16.50
5000 99.05 46.36%
128.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72269: 5-Chlorobenzofuran-2-carboxylic acid ah A ; N“WW g
196.0 16. 00 16.50

m/z 198.05 33.03%

5000
89.0 123.0 Jﬂ
280 1”' m n\h‘ | ‘\\ 168 ‘

m/z--> 20 40 60 80 100120140160180200220240260280 1600 1650

SFAM-EPA-BG121421.M Thu Dec 23 01:47:23 2021

Page:

12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
BGO51505.D

: 14 Dec 2021 15:46

: CG/JU

: M5013-05

: 4 Sample Multiplier: 1

hod
le

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

ry . C:\DATABASE\NIST20.L
ration 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 Atraton Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.902 8.12 ng/ul 231058  Phenanthrene-die 17.665
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Atraton 211 C9H17N50 001610-17-9 91
2 Benzenamine, 4-methoxy-N-(phenyl... 211 C14H13NO 000783-08-4 46
3 N-(4-Acetylphenyl)-2-chloroaceta... 211 C10H10C1NO2 038283-38-4 43
4 2-Acetyl-4-methoxy-6-nitrophenol 211 C9H9NO5 090564-25-3 38
5 Benzenamine, 4-methoxy-N-(phenyl... 211 C14H13NO 000783-08-4 30

Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

SFAM-EPA-BG

Scan 2283 (16.902 min): BG051505.D\data.ms (-2275) (- m/z 196.15 100.00%

196.2
58.1
154. \H
T =
112.2 H ‘ ‘ 16.50 17.00
bbby L2811 884 o To00 15 6s.10%
50 100 150 200 250 300 350
#88988: Atraton
58.0 196.0
— .
154. 16.50 17.00
15.0 3.0 ‘ m/z 169.05 42.76%
\‘H\“H\‘L‘H\“l\“\‘ \\\‘\\\\‘\\\\‘\
50 100 150 200 250 300 350
#88746: Benzenamine, 4-methoxy-N-(phenylmethylene)-
211.0
— e
16.50 17.00
m/z 58.15 42.35%
167.0
L PN W W
50 100 150 200 250 300 350
#88193: N-(4-Acetylphenyl)-2-chloroacetamide T A
196.0 16.50 17.00
m/z 69.15 31.00%
120.0
43.0
L Js0d SRS (VDR | DU
50 100 150 200 250 300 350 16.50 17.00
121421.M Thu Dec 23 01:47:24 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51505.D

Acqg On : 14 Dec 2021 15:46

Operator : CG/JU

Sample : M5013-05

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: 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 10 unknown-06 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.576 14.24 ng/ul 1449200 Chrysene-d12 21.983
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-(3-indolylmethyl... 306 C19H18N202 304669-02-1 46
2 phenol, 4-[[4-[(4-methoxyphenyl)... 306 C19H18N202 1000397-62-8 46
3 2-Dimethylamino-3-methyl(phenyl)... 306 C19H18N202 134614-10-1 45
4 Pyrido[2,3-b]Jquinolin-5-one, 7-c... 306 C18H11C1N20 069750-07-8 42

5 Dibenzo[def,mno]chrysene-6,12- dlone 306 C22H1002

Abundance Scan 3249 (22.576 min): BG051505.D\data.ms (-3242) (-

000641-13-4 35

m/z 306.10 100.00%

306.1
5000
431 178.1
127.1 —r :
Lod | Wh Ll “\ h ) || 301 a0, o
wmu“‘ Ay bk i »“H_m_m_”: m/z 291.15  71.83%
mlz--> 50 100 150 200 250 300 350 400
Abundance #207164: Benzoic acid, 4-(3-indolylmethyleneamino)-, pr
306.0
5000} 41 0 247. 2250 ‘
142.0 o,
89.0 ‘ 1910‘ m/z 263.00 45.18%
“deWMMhMm\J_M‘“\‘«“M‘M““““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #207153: phenol, 4-[[4-[(4-methoxyphenyl)amino]phenyl]
306.0
1 T
2250
5000 m/z 249.05 37.92%
70 780 801970 2610 |
e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #207165: 2-Dimethylamino-3-methyl(phenyl)amino-1,4-n: e
306.0 22.50
m/z 264.05 36.82%
5000
45.0
1‘\ A 30770, 220
| A L [ Il " u
““““_““““ e IR T e ‘
m/z--> 50 100 150 200 250 300 350 400 2250
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51505.D

Acqg On : 14 Dec 2021 15:46
Operator : CG/JU

Sample : M5013-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
unknown-01 5.335 4.2 ng/ul 39166 1 8.284 186830 20.0
Benzene, chloro- 5.552 3.5 ng/ul 32218 1 8.284 186830 20.0
unknown-02 8.865 2.7 ng/ul 25196 1 8.284 186830 20.0
Benzaldehyde di... 9.770 39.8 ng/ul 555258 2 11.121 278826 20.0
unknown-03 12.625 29.9 ng/ul 416437 2 11.121 278826 20.0
unknown-04 14.399 9.8 ng/ul 198026 3 14.916 403613 20.0
4-Carbethoxy-3-... 15.545 6.9 ng/ul 139952 3 14.916 403613 20.0
unknown-05 16.391 3.5 ng/ul 98749 4 17.665 569146 20.0
Atraton 16.902 8.1 ng/ul 231058 4 17.665 569146 20.0
unknown-06 22.576 14.2 ng/ul 1449200 5 21.983 2035350 20.0
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