LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@21522\
Data File : BG052390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

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-BGO13122.M
Title : SVOA CALIBRATION

Signal : TIC: BG@52390.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.552 7 11 16 rVB2 7457 11136 0.91% 0.042%
2 3.611 16 21 22 rBvV2 2274 2178 0.18% 0.008%
3  3.910 69 72 80 rvB8 2399 3698 ©0.30% 0.014%
4 3,981 80 84 96 rBV 86937 145954 11.98%  ©.556%
5 4.339 141 145 151 rVvB4 3221 4284 ©0.35% 0.016%
6 4.598 184 189 193 rVB3 1544 2060 0.17% ©.008%
7 4.662 196 200 204 rBV3 3366 5352 0.44% 0.020%
8 5.279 297 305 314 rVB 28190 44162 3.62% 0.168%
9 6.384 488 493 499 rBv2 6100 8441 0.69% 0.032%
106 6.953 585 590 594 rVB2 1466 2519 0.21% 0.010%
11 7.077 605 611 616 rBv3 5255 11804 0.97% 0.045%
12 7.159 623 625 630 rBvV4 1092 1961 0.16% 0.007%
13 7.218 630 635 639 rVB3 9650 14849 1.22% 0.057%
14 7.382 657 663 674 rBV2 130609 346143 28.40%  1.318%
15 7.541 683 690 699 rBV 88225 153326 12.58% ©.584%
16 7.635 699 706 717 rBV 167598 282893 23.21% 1.077%
17 7.764 722 728 736 rVB 113634 197496 16.20% ©.752%
18 8.040 771 775 778 rBV3 1105 1797 0.15% 0.007%
19 8.075 778 781 785 rBV3 1130 1560 0.13% 0.006%
20 8.234 802 808 819 rVB 82310 145715 11.96%  ©.555%
21 8.469 843 848 854 rBv4 3849 6767 0.56% 0.026%
22 8.680 875 884 894 rBV 278107 480337 39.41% 1.829%
23  8.786 899 902 905 rvwv3 2015 3218 0.26% 0.012%
24 8.821 905 908 913 rVB2 1141 1451 0.12% ©0.006%
25 8.945 919 929 934 rBvV2 151171 259378 21.28% 0.988%
26 9.004 934 939 943 rw 287692 505339 41.46% 1.925%
27 9.045 943 946 953 rVB 212581 337023 27.65% 1.284%
28 9.121 958 959 962 rBV2 1700 1672 0.14% 0.006%
29 9.338 989 996 1002 rBV2 126142 227703 18.68% 0.867%
30 9.409 1002 1008 1014 rVB 113998 198709 16.30% 0.757%

31 9.979 1097 1105 1113 rBV 207501 356521 29.25%
32 10.143 1125 1133 1139 rBV 101089 175617 14.41%
33 10.225 1139 1147 1154 rBV 228703 384031 31.51%
34 10.460 1179 1187 1193 rBV 174609 288706 23.69%
35 10.695 1218 1227 1241 rVB2 152889 399656 32.79%

PRROR
IS
o
w
3R

36 11.077 1283 1292 1296 rBV 121410 222411 18.25% 0.847%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@21522\
Data File : BG052390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

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-BGO13122.M
Title : SVOA CALIBRATION
37 11.124 1296 1300 1307 rVV 146455 259233 21.27% 0.987%
38 11.201 1307 1313 1324 rVB 83785 155261 12.74% ©.591%
39 11.342 1331 1337 1342 rVB2 7017 10916 0.90% 0.042%
40 11.412 1342 1349 1356 rBV 320572 532848 43.72% 2.029%
41 11.770 1405 1410 1416 rVB3 9049 14785 1.21% 0.056%
42 11.835 1416 1421 1425 rBv2 19174 28955 2.38% 0.110%
43 11.964 1434 1443 1459 rBv2 91179 241010 19.77% 0.918%
44 12.569 1539 1546 1555 rBV 134083 211280 17.33% 0.805%
45 12.657 1555 1561 1564 rVV3 1996 3259  0.27% 0.012%
46 12.710 1564 1570 1578 rVB 7775 10766 0.88% 0.041%
47 12.845 1587 1593 1598 rBV4 5338 12304 1.01% 0.047%
48 12.939 1600 1609 1617 rVB 371490 641578 52.64%  2.443%
49 13.080 1624 1633 1641 rVB2 304751 642226 52.69% 2.446%
50 13.398 1680 1687 1700 rBV 218393 367660 30.17%  1.400%
51 13.715 1734 1741 1742 rBV2 1123 1650 0.14% 0.006%
52 13.756 1742 1748 1757 rVB 161547 267730 21.97% 1.020%
53 14.267 1829 1835 1839 rBV 300690 443429 36.38% 1.689%
54 14.314 1839 1843 1850 rVB 178893 250587 20.56%  0.954%
55 14.573 1880 1887 1890 rBV 338309 575373 47.21% 2.191%
56 14.772 1913 1921 1931 rBV 214177 340435 27.93% 1.297%
57 14.878 1932 1939 1944 rVV 218711 326837 26.82%  1.245%
58 14.943 1944 1950 1954 rVV 382888 601934 49.39%  2.292%
59 14.978 1954 1956 1965 rvVv 126188 185357 15.21% 0.706%
60 15.066 1965 1971 1979 rVV 133539 231628 19.00%  ©0.882%
61 15.154 1981 1986 1997 rVV 198648 284505 23.34% 1.084%
62 15.272 2000 2006 2014 rVB 204075 304186 24.96% 1.159%
63 15.724 2077 2083 2090 rBV 8452 13000 1.07% ©0.050%
64 15.865 2100 2107 2111 rBV 427249 682149 55.97%  2.598%
65 15.906 2111 2114 2116 rBV 250452 349071 28.64% 1.329%
66 15.994 2123 2129 2138 rVB2 416451 758154 62.20% 2.887%
67 17.275 2341 2347 2366 rBV 463987 739790 60.70%  2.818%
68 17.621 2400 2406 2413 rBV 290449 449104 36.85% 1.710%
69 17.727 2416 2424 2426 rVV 480753 766572 62.90% 2.920%
70 17.756 2426 2429 2438 rVB 459343 673568 55.26% 2.565%
71 18.021 2467 2474 2484 rBV 516370 801793 65.78% 3.054%
72 18.162 2494 2498 2503 rBV5 2877 3229 0.26% 0.012%
73 18.232 2506 2510 2515 rVB2 13362 16972 1.39% 0.065%
74 18.561 2561 2566 2572 rVB2 24204 31434 2.58% 0.120%
75 18.673 2581 2585 2590 rVB2 9399 12037 ©0.99% 0.046%
76 18.779 2598 2603 2608 rBV 33949 49648 4.07% 0.189%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@21522\
Data File : BG052390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

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-BGO13122.M

Title : SVOA CALIBRATION

77 18.826 2608 2611 2617 rVB2 19647 23366 1.92% ©0.089%
78 18.984 2635 2638 2641 rBV3 1452 1782 0.15% 0.007%
79 19.031 2641 2646 2651 rvv2 45237 60866 4.99% 0.232%
80 19.119 2656 2661 2664 rBV4 2735 3863 ©0.32% 0.015%
81 19.260 2680 2685 2689 rVB3 2966 4017 ©0.33% 0.015%
82 19.566 2732 2737 2740 rBV4 7605 10068 0.83% 0.038%
83 19.601 2740 2743 2746 rVV3 7296 8657 0.71% 0.033%
84 19.666 2746 2754 2762 rVB 391212 564686 46.33% 2.151%
85 19.736 2762 2766 2769 rBV4 3656 4761 0.39% 0.018%
86 19.771 2771 2772 2776 rVB4 3156 3079 0.25% 0.012%
87 20.000 2805 2811 2817 rBV 678535 966052 79.26% 3.679%
88 20.136 2830 2834 2839 rVB3 4595 6876 0.56% 0.026%
89 20.893 2958 2963 2969 rVB 373108 476242 39.07% 1.814%
90 21.792 3110 3116 3125 rVB 385577 545349 44.74% 2.077%
91 21.939 3134 3141 3145 rBV 309988 544549 44.68% 2.074%
92 21.986 3145 3149 3157 rVB 581907 989577 81.19% 3.769%
93 22.767 3278 3282 3286 rBV6 4831 9642 0.79% 0.037%
94 23.038 3321 3328 3336 rVB 86291 170880 14.02% 0.651%
95 24.371 3545 3555 3566 rBV 469225 1218811 100.00% 4.642%
96 25.170 3680 3691 3698 rBV2 306350 949451 77.90%  3.616%
97 25.252 3698 3705 3717 rVB 378904 1069101 87.72% 4.072%
98 25.411 3722 3732 3744 rVB2 180905 551523 45.25% 2.100%
99 26.674 3939 3947 3954 rVBO 14031 43416 3.56% 0.165%
100 29.411 4400 4413 4432 rVB3 99805 502148 41.20% 1.912%

Sum of corrected areas: 26256882
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021522\
Data File : BG@52390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052390.D\data.ms
600000
500000

400000 12.939

11.412
18.08
300000 8.68(-004

9.045 99 225

200000 7.635 0'&%%9511 124
11.977

100000 3.981 541 11.964

27
o F528.9110 43305662 5279 6.384 6.3 ® 2131173
L ‘ L ‘ T T ‘ L ‘ L ‘ L ‘ L T T ‘

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10. 00 10. 50 11. 00 11 50 12.00 12. 50 13. 00
Abundance TIC: BG052390.D\data.ms

20.000
600000 21.986

18.021

500000 17.275%G A5

1586504 |
400000 14.943 19.666 20.893 21.79;

15(906
14.573

300000 14.267 17.631

2308 49885072

200000 13.756 14\314

'

100000

13.715 15. 7#4 22.76°

0 A I o e e LN B e e o e B B e e e L B e e e e e e 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: BG052390.D\data.ms

600000
500000 24.371

400000 25.252
25.1]f0

300000

200000 411

29.411
100000$-038

26.674

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG021522\
Data File : BG@52390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.279 6.06 ng/ul 44162 1,4-Dichlorobenzene-d4 8.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
5 2-Nonanone, 9-hydroxy- 158 CSH1802 025368-56-3 36
Abundance Scan 305 (5.279 min): BG052390.D\data.ms (-297) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2 A RAmmEEE
| ‘ 83.0 5.00 5.20 5.40 5.60 )
\\\‘\\\\‘\\\\‘\\\\“\‘\‘\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\“\\\\‘\ m/z 59.15 56.680
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L L LI L L I L
5.00 5.20 5.40 5.60
101.0 m/z 101.15 17.73%
317'0 Ly | 83.0 |
\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A RAREEEAR T
5.00 5.20 5.40 5.60
m/z 58.15 14.10%
5000 59.0
15.0 101.0
"‘_JH"Hﬁt?uuhm‘_‘m“u‘_‘u?%gw“mﬂu“_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl- AR e R
43.0 5.00 5.20 5.40 5.60
m/z 41.15 10.14%
5000
59.0
970 H 101.0
SN RSN N (. NS I RO A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021522\
Data File : BG@52390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.218 2.04 ng/ul 14849 1,4-Dichlorobenzene-d4 8.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 36
2 Octadecane, 2,2,4,15,17,17-hexam... 591 C42H86 055470-97-8 33
3 Hexyl isobutyl carbonate 202 C11H2203 959067-98-2 28
4 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 12
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9

Abundance Scan 635 (7.218 min): BG052390.D\data.ms (-630) (-) m/z 57.15 100.00%

57.1

h,

‘ 193.1 6.80 7.00 7.20 7.40 7.60
b e M/Z 56,05 40.68%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #167740: 2-Ethyl-1-hexanol, pentafluoropropionate
57.0
6.80 7.00 7.20 7.40 7.60
m/z 43.15 33.94%
’}1190
\\\“\\P\l\J\‘\“\‘L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #346158: Octadecane, 2,2,4,15,17,17-hexamethyl-7,12-I

57.0 /\
W W I

6.80 7.00 7.20 7.40 7.60
5000 m/z 41.15 29.56%

127.0 211.0 308.0 420.0 533.0

l‘ Al
m/z--> 5‘0 160 léO 260 2':‘30 360 3‘50 460 4':‘30 560 55‘0 A

Abundance #77579: Hexyl isobutyl carbonate e ‘f‘\‘f{\‘
57.0 6.80 7.00 7.20 7.40 7.60
m/z 71.25 25.59%

5000

J‘ Mh 1‘118'0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021522\
Data File : BG@52390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.835 2.60 ng/ul 28955 Naphthalene-d8 11.077
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-(2-aminoethyl)- 137 C8H11NO 000588-05-6 16
2 [7-(2-Hydroxypropan-2-yl)-4a-met... 294 C18H3003 1010502-54-4 9
3 1,3-Dioxolane, 2-(1-phenylethyl)- 178 C11H1402 004362-22-5 9
4 Phenol, 2-(2-aminoethyl)- 137 C8H11NO 002039-66-9 9
5 Phenol, 4-(2-aminoethyl)- 137 C8H11NO 000051-67-2 9

Abundance Scan 1421 (11.835 min): BG052390.D\data.ms (-1416) (- | m/z 73.10 100.00%
73.1

5000 \/\ | N

108.2
431 | 1493 11.50 12.00
‘\\HW\‘\W‘\“\‘\H\‘”‘\\‘H’\‘\‘H“HH‘H“H‘\‘H\‘HH‘HH‘HH‘HH‘ m/Z 108.15 17.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #19259: Phenol, 3-(2-aminoethyl)-
30.0

5000 UL —
11.50 12.00

m/z 149.25 15.08%

108.0
77.0 13‘7-0
M i ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #191716: [7-(2-Hydroxypropan-2-yl)-4a-methyl-1-methyli l\
73.0
—
11.50 12.00
5000 m/z 43.15 14.16%
41.0 . 105.0131.0 161.0 202.0 251.C
R e R e RAARAGARSNRRRRREEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 \ Aﬂ
Abundance #52583: 1,3-Dioxolane, 2-(1-phenylethyl)- L AL
73.0 11.50 12.00
m/z 77.15 11.43%
5000
45.0
105.0
‘ \ T
[T T T T T T T T T T T T T — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021522\
Data File : BG@52390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.569 19.00 ng/ul 211280 Naphthalene-d8 11.077
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-5-hydroxy-2,4,6-cyclohe... 156 C7H5C102 007009-16-7 43
2 6-Isopropylquinoline 171 C12H13N 000135-79-5 43
3 1-Naphthalenemethanamine, .alpha... 171 C12H13N 003886-70-2 43
4 Quinoline, 8-propyl- 171 C12H13N 007661-53-2 43
5 Benzene, 1-chloro-4-methoxy-2-me... 156 C8H9C1O 013334-71-9 38
Abundance Scan 1546 (12.569 min): BG052390.D\data.ms (-1539) (- | m/z 156.15 100.00%
156.2
5000 115.1
78.2
T
52.1 ‘ 12.50
\H‘\H\‘i”\\l‘\‘i‘\\M\‘\H‘\‘\\1‘\173\4\'%\\\““\\}‘\‘\ m/Z 115.05 42.4500
m/z--> 20 40 60 80 100 120 140 160
Abundance #33464: 2-Chloro-5-hydroxy-2,4,6-cycloheptatrien-1-one
156.0
128.0 j\
5000 —r :
64.0 12.50
m/z 158.15 32.79%
39.0 92.0
T T ‘\‘H‘ \‘\”\“\ “H‘\ \‘H\ T !”\‘i T “\ \“\ T “‘ T T
miz--> 20 40 60 80 100 120 140 160
Abundance #46454: 6-Isopropylquinoline
156.0
T
12.50
5000 m/z 78.15 29.99%
! 1 m il Iin L | |
R A B L T
m/z--> 20 40 60 80 100 120 140 160
Abundance #46493: 1-Naphthalenemethanamine, .alpha.-methyl-, (R — ‘
156.0 12.50
m/z 171.15  29.47%
42.0 78.0
| " 1020 L]
\\\‘\‘H\“1\“\\“1‘\\“\“HH“HHH‘\ H‘Hl”‘ e P
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021522\
Data File : BG@52390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1-(1-hydroxyethyl)... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.154 17.41 ng/ul 284505  Acenaphthene-di10 14.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-hydroxyethyl)-4-is... 178 C12H180 040150-92-3 58
2 Benzene, 1-(1-hydroxyethyl)-4-is... 178 C12H180 040150-92-3 53
3 Pyridine, 2,6-epidioxy-5-ethyl-3... 178 C9H10ON202 1000263-31-1 50
4 Propofol 178 C12H180 002078-54-8 50
5 2,3,4,5,6-Pentamethylphenol, met... 178 C12H180 014804-37-6 47
Abundance Scan 1986 (15.154 min): BG052390.D\data.ms (-1981) (- | m/z 163.10 100.00%
168.1
117.1
5000
76.2 /\
o —
39.1 AL 15.00 15.50
‘H\\‘i“\\“{\“”‘m "\\ml\‘\H\‘"\\“\\]-‘41\‘1?]7\‘\‘\\\‘8\4?]7 m/Z 117.10 63.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52866: Benzene, 1-(1-hydroxyethyl)-4-isobutyl-
163.0
43.0
5000 —r— —
15.00 15.50
91.0 m/z 76.15  33.52%
65.0 ‘ 117‘0 ‘
‘\‘\‘\ \‘i \‘\‘\‘\“‘\‘\ T \H’ T \‘U\ T = \‘\‘M’ T \‘1 T ! T \“ T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52867: Benzene, 1-(1-hydroxyethyl)-4-isobutyl-
163.0
- —
15.00 15.50
5000 57.0 ITI/Z 178.15 30.06%
91.0
117.0135.0
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53521: Pyridine, 2,6-epidioxy-5-ethyl-3-iminomethyl-4-m —— ——
163.0 15.00 15.50
m/z 39.15 10.89%
5000
39.0 /\
65.0 120.0 ‘
92.0
ﬁﬁwwm SNSRI 1S T MK
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021522\
Data File : BG@52390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 4-(3,4-Dimethoxyphenyl)buta... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.779 2.21 ng/ul 49648  Phenanthrene-d10 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(3,4-Dimethoxyphenyl)butan-2-one 208 C12H1603 006302-60-9 64
2 Butyldimethylsilyloxybenzene 208 C12H200Si 1000299-06-1 64
3 Benzylamine, .alpha.-methyl-m-ni... 166 C8H10N202 090271-37-7 50
4 Ethanol, 2-[(2-nitrophenyl)amino]- 182 C8H1©N203 004926-55-0 47
5 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 46
Abundance Scan 2603 (18.779 min): BG052390.D\data.ms (-2598) (- | m/z 151.15 100.00%
151.2
105.2
5000 43.1
208.2
e e
64.2 ‘ ‘ 18.50 19.00
by e bbb m/z 105,15 49.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84752: 4-(3,4-Dimethoxyphenyl)butan-2-one
151.0
5000 208.0 — —
43.0 18.50 19.00
m/z 43.15 39.14%
77.0 107.0
‘\\ \\“ T \‘M T “\‘\ T \‘h’ T \h‘\ T “\h‘i T \“ TT \H‘\“ T \‘1 T ‘ \‘\7\?).‘(?\ T ‘ T !‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84987: Butyldimethylsilyloxybenzene
151.0 /\
18.50 19.00
5000 m/z 208.15 26.94%
208.0
45'0 L 7Z-0 121.0 ‘ ‘
A B L e N N R
m/z--> 20 40 60 80 100 120 140 160 180 200 /L
Abundance #41947: Benzylamine, .alpha.-methyl-m-nitro- ey
151.0 18.50 19.00
m/z 191.15 16.68%
5000
105.0
44.0 0
77.
‘\}H“HHH{\‘\\\1“’\\‘\‘\“‘\‘\\\“‘\\\\‘\\1\‘\‘\\\‘\\\\‘\\\\ 7 A \M\A
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021522\
Data File : BG@52390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 9,10-Anthracenedione Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.031 2.71 ng/ul 60866  Phenanthrene-die 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 98
2 9,10-Anthracenedione 208 C14H802 000084-65-1 97
3 9,10-Anthracenedione 208 C14H802 000084-65-1 94
4 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 91
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 83
Abundance Scan 2646 (19.031 min): BG052390.D\data.ms (-2641) (- | m/z 208.15 100.00%
208.2
152.2
5000
76.2 /L
g
19.00
390 .
‘wHH‘HHMHMNMﬂm‘W»H_wtwuﬂwuwwkwumw‘uwagﬁ‘ m/z 180.15 90.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85294: 9,10-Anthracenedione
152.0 208.0
5000 76.0 I T \
19.00
m/z 152.15 76.41%
\\‘\\3\\9‘\(\)‘H‘\H\‘\“!‘H%‘HH’\“\H H‘\‘\\H“HH‘\HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85295: 9,10-Anthracenedione
180.0
19.00
5000 76.0 151.0 m/z 151.15 37.98%
‘ ‘ 200.0
m/z--> 20 40 60 80 100120140160180200220240260280 /L
Abundance #85296: 9,10-Anthracenedione —
208.0 19.00
m/z 76.15 29.31%
5000 152.0
76.0
390 | 441340 Do i H .
m/z--> 20 40 60 80 100120140160180200220240260280 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021522\
Data File : BG@52390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1-(Chloromethyl)octahydro-1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.038 6.28 ng/ul 170880  Chrysene-di12 21.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Chloromethyl)octahydro-1H-qui... 187 C10H18CIN 091049-90-0 59
2 Phthalic acid, heptyl 2H-octahyd... 415 C25H37NO4 1000322-80-8 50
3 Cyclobuta(1,2-a:3,4-a')diacenaph... 304 C24H16 007259-03-2 50
4 Phthalic acid, isohexyl 2H-octah... 401 C24H35N0O4 1000322-80-6 50
5 2-Hydroxy-5-methoxybenzaldehyde,... 208 C12H1603 1000395-40-1 39
Abundance Scan 3328 (23.038 min): BG052390.D\data.ms (-3321) (- | m/z 152.15 100.00%
152.2
5000
23.00 |
105.8 211.2 316.9 ;
400 S SRS 2099989 4238 )7 153,15 13.87%
miz--> 50 100 150 200 250 300 350 400
Abundance  #61743: 1-(Chloromethyl)octahydro-1H-quinolizine
152.0
5000 — :
23.00
m/z 151.15 10.04%
41.0 98‘-0
ol g L
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #310888: Phthalic acid, heptyl 2H-octahydroquinazoline-
152.0
T
23.00
5000 m/z 187.05  5.00%
410 960 | 272.0316.0 415.0
T R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204985: Cyclobuta(1,2-a:3,4-a")diacenaphthylene, 6b,6¢ — ‘
152.0 23.00
m/z 211.15 4.37%
5000
304.0
31.0 75.0 | 198.0248.0 |
R B B e P
m/z--> 50 100 150 200 250 300 350 400 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG021522\
Data File : BG@52390.D

Acqg On : 15 Feb 2022 12:47
Operator : CG/JU

Sample : N1478-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.279 6.1 ng/ul 44162 1 8.240 145715 20.0
unknown-01 7.218 2.0 ng/ul 14849 1 8.240 145715 20.0
unknown-02 11.835 2.6 ng/ul 28955 2 11.077 222411 20.0
unknown-03 12.569 19.0 ng/ul 211280 2 11.077 222411 20.0
Benzene, 1-(1-h... 15.154 17.4 ng/ul 284505 3 14.878 326837 20.0
4-(3,4-Dimethox... 18.779 2.2 ng/ul 49648 4 17.621 449104 20.0
9,10-Anthracene... 19.031 2.7 ng/ul 60866 4 17.621 449104 20.0
1-(Chloromethyl... 23.038 6.3 ng/ul 170880 5 21.939 544549 20.0

SFAM-EPA-BGO13122.M Wed Feb 16 00:44:13 2022 13



