LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acqg On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc :

ALS vial : 9 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-BG070224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61866.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.482 29 33 38 rBV4 10490 15647 1.30% 0.106%
2 3.758 75 80 86 rBv 20347 37695 3.13% 0.255%
3 3.911 104 106 111 rBvV2 17409 27698 2.30% 0.187%
4 4.016 120 124 129 rVB5 12823 17658 1.46% 0.119%
5 4.087 134 136 142 rvVvB3 3883 6312 0.52% 0.043%
6 4.245 160 163 168 rVB4 5670 8150 0.68% 0.055%
7 4.763 246 251 254 rBVS 3296 5614 0.47% 0.038%
8 4.810 255 259 263 rV4 11229 18587 1.54% 0.126%
9 4.851 263 266 272 rVB2 12596 17374 1.44% 0.117%
106 5.062 298 302 304 rBv4 3053 3377 0.28% 0.023%
11 5.086 304 306 310 rVB3 2806 3408 0.28% 0.023%
12 5.127 3106 313 315 rBV2 3052 4246 0.35% 0.029%
13 5.162 315 319 326 rVV2 38565 59552  4.94% 0.403%
14 5.250 332 334 338 rBv4 3638 5420 0.45% 0.037%
15 5.362 352 353 357 rBV 2294 3315 0.27% 0.022%
16 6.155 482 488 492 rBvV4 9155 15730 1.30% 0.106%
17 7.248 666 674 683 rVW 169742 288988 23.97%  1.954%
18 7.418 697 703 711 rBV 115870 187738 15.57%  1.270%
19 7.624 731 738 744 rBV 151819 262184 21.75% 1.773%
20 7.765 758 762 763 rVB 2960 3235  0.27% 0.022%
21 8.094 812 818 825 rVW 162067 293366 24.33% 1.984%
22 8.147 825 827 833 rVB4 11085 15451 1.28% 0.104%
23 8.329 857 858 862 rBV 2706 3170 0.26% 0.021%
24 8.664 913 915 920 rVB 3088 3481 0.29% 0.024%
25 8.799 929 938 945 rBV 187912 329480 27.33%  2.228%
26 8.916 956 958 962 rVB2 4742 3890 0.32% 0.026%
27 9.263 1007 1017 1026 rVB 151197 281924 23.38%  1.906%
28 9.645 1075 1082 1088 rBV3 8459 15332 1.27% 0.104%
29 9.810 1101 1110 1115 rBV2 26600 52896 4.39% 0.358%
30 9.986 1130 1140 1147 rBV2 145599 268098 22.24% 1.813%

31 10.520 1224 1231 1241 rVB 201446 379120 31.44%
32 10.614 1245 1247 1252 rVB3 3941 4014 0.33%
33 10.908 1290 1297 1305 rBV 252486 458328 38.01%
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34 11.038 1313 1319 1329 rBV 117882 219785 18.23% 486%
35 11.137 1334 1336 1340 rVB2 3815 3388 0.28% 023%
36 11.349 1370 1372 1376 rVV 2242 3626 ©0.30% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acqg On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc :

ALS vial : 9 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-BG070224.MA.M
Title : SVOA CALIBRATION
37 11.431 1379 1386 1391 rBV4 13455 24339  2.02% 0.165%
38 11.643 1414 1422 1427 rBV2 31635 64889 5.38% 0.439%
39 12.307 1530 1535 1537 rBv2 6455 8192 0.68% 0.055%
40 12.471 1561 1563 1570 rVV4 4744 9001 0.75% 0.061%
41 12.659 1592 1595 1598 rBV 2631 3829 0.32% 0.026%
42 12.965 1642 1647 1649 rBv2 4633 4527 0.38% 0.031%
43 12.988 1649 1651 1654 rVV 3301 3593 0.30% 0.024%
44 13.029 1655 1658 1662 rVB 3160 4301 0.36% 0.029%
45 13.188 1684 1685 1690 rvVB5 3584 4489 0.37% 0.030%
46 13.329 1705 1709 1710 rBV2 5095 5526 0.46% 0.037%
47 13.529 1739 1743 1747 rBV3 12796 16779 1.39% 0.113%
48 14.116 1838 1843 1849 rVV 434293 628583 52.14% 4.251%
49 14.357 1880 1884 1885 rBvV3 6223 7278 0.60% 0.049%
50 14.416 1887 1894 1902 rVB2 411627 669876 55.56% 4.530%
51 14.533 1910 1914 1915 rBvV2 2716 3323  0.28% 0.022%
52 14.598 1923 1925 1930 rVB4 5084 7668 0.64% 0.052%
53 14.716 1938 1945 1953 rBV 434976 675475 56.02% 4.568%
54 14.774 1953 1955 1957 rBvV2 4374 3610 ©0.30% 0.024%
55 14.904 1970 1977 1986 rBV2 220806 390258 32.37% 2.639%
56 15.062 1998 2004 2008 rBV5 12367 21150 1.75% 0.143%
57 15.115 2010 2013 2018 rVvve6 9021 14262 1.18% 0.096%
58 15.485 2073 2076 2081 rvB3 7117 9806 0.81% 0.066%
59 15.526 2081 2083 2085 rBvV3 4302 4636 0.38% 0.031%
60 15.550 2085 2087 2091 rVV3 3910 4088 0.34% 0.028%
61 15.656 2103 2105 2107 rBV3 3963 4582 0.38% 0.031%
62 15.709 2107 2114 2119 rVV 574808 877701 72.80% 5.935%
63 15.761 2119 2123 2125 rVB3 5895 5938 0.49% 0.040%
64 15.814 2126 2132 2137 rBV2 218952 309498 25.67% 2.093%
65 15.926 2147 2151 2152 rBV3 3543 4579 0.38% 0.031%
66 16.043 2167 2171 2172 rVV3 4023 3847 0.32% 0.026%
67 16.149 2186 2189 2190 rBV2 4187 3578 ©0.30% 0.024%
68 16.167 2190 2192 2194 rVV2 4197 4201 0.35% 0.028%
69 16.273 2208 2210 2213 rBV4 3037 3387 0.28% 0.023%
70 16.408 2231 2233 2234 rBV2 5003 3612 ©0.30% 0.024%
71 16.690 2276 2281 2282 rBV4 5452 6891 ©.57% 0.047%
72 16.854 2307 2309 2311 rBV3 5495 3743 0.31% 0.025%
73 16.989 2327 2332 2335 rBV5 17386 26861 2.23% 0.182%
74 17.148 2357 2359 2364 rVB5 12232 12838 1.06% ©0.087%
75 17.195 2364 2367 2370 rBV5 9252 11499 0.95% 0.078%
76 17.330 2386 2390 2393 rBV6 13657 18915 1.57% 0.128%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acqg On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc :

ALS vial : 9 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-BG070224.MA.M
Title : SVOA CALIBRATION
77 17.360 2393 2395 2402 rVB7 14857 22276 1.85% 0.151%
78 17.459 2405 2412 2417 rW 576971 923438 76.59% 6.245%
79 17.501 2417 2419 2423 rVV 83125 95763 7.94% 0.648%
80 17.553 2423 2428 2437 rVW 619240 1001315 83.05% 6.771%
81 17.630 2437 2441 2447 rVB5 34544 50904 4.22% 0.344%
82 17.900 2484 2487 2490 rBVS5 14208 17819 1.48% 0.120%
83 18.053 2508 2513 2520 rVB3 101427 173393 14.38% 1.173%
84 18.170 2530 2533 2540 rVB8 22095 38415 3.19% 0.260%
85 18.300 2552 2555 2558 rBV3 19626 30453 2.53% 0.206%
86 18.329 2558 2560 2566 rVV6 31376 50464 4.19% 0.341%
87 18.517 2587 2592 2597 rBV4 94488 152949 12.69% 1.034%
88 18.576 2599 2602 2606 rVV4 69365 91951 7.63% 0.622%
89 18.617 2606 2609 2615 rVB8 36273 53062 4.40% 0.359%
90 18.799 2636 2640 2645 rBV6 61977 101451 8.41% 0.686%
91 18.975 2667 2670 2676 rVB6 42008 52388 4.35% 0.354%
92 19.328 2727 2730 2733 rBV3 52212 64517 5.35% 0.436%
93 19.363 2734 2736 2741 rVB5 46598 64364 5.34% 0.435%
94 19.504 2755 2760 2764 rVB 154246 210828 17.49% 1.426%
95 19.833 2811 2816 2829 rBV2 715684 1205671 100.00%  8.153%
96 21.361 3073 3076 3082 rBv4 89289 140108 11.62% ©.947%
97 21.719 3131 3137 3142 rBV2 524519 904987 75.06% 6.120%
98 24.040 3528 3532 3539 rVB 236106 452281 37.51%  3.059%
99 24.739 3644 3651 3658 rvB2 255293 646482 53.62% 4.372%
100 24.968 3681 3690 3701 rVB3 329062 1023936 84.93% 6.924%

Sum of corrected areas: 14787640
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
BGO61866.D

3 Jul 2024 16:21

: MA/JU

: P2964-13

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

700000
600000
500000
400000
300000

200000 7.248; 554 8.094

100000

Abundance TIC: BG061866.D\data.ms

9.263 0.986
A1

162
13.483 BG0745 zf.’@ﬂs«m@z 6.155 76581882 604916 | 9.8 1061410.18848°%°  1on0mrsewm

0\‘\\\\‘\\\\‘\\\TTT\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Time-->

600000 15.709 17.4%9
500000
400000
300000
200000

100000

Abundance TIC: BG061866.D\data.ms

19.833

700000 21.719

17.553

14.1}2.4-%.716

19.504 21361

pio 1299 /£

e e e e e e e T A L S e e e

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

700000

600000

500000

Abundance TIC: BG061866.D\data.ms

24.968

400000 24.73

24.040

300000
200000 MW

100000
0 T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L 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

SFAM-EPA-BGO70224.MA.M Fri Jul ©5 ©3:13:02 2024 Page: 4




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acq On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.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 Propylene Glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.758 2.57 ng/ul 37695 1,4-Dichlorobenzene-d4 8.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 50
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 50
3 Isoamyl lactate 160 C8H1603 019329-89-6 45
4 Isopropyl Alcohol 60 C3H80 000067-63-0 45
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 39
Abundance  Scan 80 (3.758 min): BG061866.D\data.ms (-75) (-) m/z 45.00 100.00%
45.0

—

5000
P e e
|, L7 262.9 319.2 aa3; 240360380400
ol 2l 20299102 493 /7 43.00  16.00%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1084: Propylene Glycol
45.0
5000
3.40 3.60 3.80 4.00
m/z 41.10 9.93%
O‘\“‘\M\L\“‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #1091: R-(-)-1,2-propanediol
45.0
3.40 3.60 3.80 4.00
5000 m/z 61.00 6.20%
m/z--> 0 50 100 150 200 250 300 350 400 ﬂ MA A M
Abundance #36644: Isoamy! lactate e e ey
45.0 3.40 3.60 3.80 4.00
m/z 42.00 5.24%
5000
m/z--> 0 50 100 150 200 250 300 350 400 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acq On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.162 4.06 ng/ul 59552 1,4-Dichlorobenzene-d4 8.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 37
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 37
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 7-Methoxy-3,7-dimethyloctan-2-o0l... 188 C11H2402 1000511-09-8 12
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 12

Abundance Scan 319 (5.162 min): BG061866.D\data.ms (-315) (-) m/z 73.05 100.00%

73.0
5000 43.0 ]\
R RREAREEL o
‘ ‘ 102.8 1478 206. 4.80 5.00 5.20 5.40
Ol e e 2 S e M/z 43.08 40.89%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #815: Methane, isothiocyanato-
73.0
5000
4.80 5.00 5.20 5.40
45.0 m/z 41.00 15.46%
15.0
O \‘\\\\‘\}\“\i!“\\\“\\m\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
4.80 5.00 5.20 5.40
5000 m/z 45.00 13.48%
43.0
0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2246: Silane, tetramethyl-
73.0 4.80 5.00 5.20 5.40
m/z 39.00 8.62%
5000
43.0
m/z--> 0 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_G\Data\BG070324\
Data File : BGO61866.D

Acq On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.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 Pentanedioic acid, dimethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.810 2.31 ng/ul 52896 Naphthalene-d8 10.908

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 83
2 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 39
3 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 37
4 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 34
5 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 33
Abundance Scan 1110 (9.810 min): BG061866.D\data.ms (-1101) (-) m/z 59.10 100.00%
59.1
100.0
5000
e ‘\MﬂW%Aéﬁ
‘ “148,9 199.9 308.1 9.50 10.00
ol e m/z 100.00  69.40%
miz--> 50 100 150 200 250 300
Abundance #36503: Pentanedioic acid, dimethyl ester
59.0
15.0 100.0 N | I A
5000 R S M
9.50 10.00
m/z 101.10  55.41%
0' "1“1“\“\"‘\\‘1\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0
100.0 — by L
9.50 10.00
5000 m/z 54.95 41.33%
15.0
0 i A B
m/iz--> 50 100 150 200 250 300
Abundance #36521: Butanedioic acid, methyl-, dimethyl ester
59.0 9.50 10.00
m/z 41.90 38.95%
5000
15.0 129.0
0 H“u‘;h“,“:“h“‘,H‘:‘,HH_HWHH‘HH P m/‘\u prasn
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acq On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.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 3-Phenoxypropionic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.643 2.83 ng/ul 64889 Naphthalene-d8 10.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenoxypropionic acid 166 CSH1e03 007170-38-9 53
2 Benzene, ethoxy- 122 C8H100 000103-73-1 50
3 Oxirane, (phenoxymethyl)- 150 C9H1002 000122-60-1 50
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 50
5 Benzene, ethoxy- 122 C8H1e0 000103-73-1 50
Abundance Scan 1422 (11.643 min): BG061866.D\data.ms (-1414) (- | m/z 94.00 100.00%
94.0
5000
45.0 152.1 b At
w‘ H “ | ‘ 206.3 290.3 332. 11.50 12.00
0- bl Lo b e T T m/z 66.10  21.20%
miz-> 50 100 150 200 250 300
Abundance #42096: 3-Phenoxypropionic acid
94.0
5000 I (T
11.50 12.00
39.0 166.0 m/z 152.05  21.00%
O\\\‘L‘MM\“H\“”\\“‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #11298: Benzene, ethoxy-
94.0
T .
11.50 12.00
5000 m/z 77.00 20.86%
39.0
0 “HL “NW“‘H T
miz--> 50 100 150 200 250 300
Abundance #28310: Oxirane, (phenoxymethyl)- /BT S T S I Y
94.0 11.50 12.00
m/z 78.00 20.58%
150.0
5000
39.0
L) [ N B U S A T[T
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acq On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.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 1,1'-Biphenyl, 2,4,4'-trich... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.053 3.76 ng/ul 173393  Phenanthrene-di10 17.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,4,4'-trichloro- 256 C12H7C13 007012-37-5 99
2 1,1'-Biphenyl, 2,3,3"'-trichloro- 256 C12H7C13 038444-84-7 99
3 1,1'-Biphenyl, 2',3,5-trichloro- 256 C12H7C13 037680-68-5 98
4 1,1'-Biphenyl, 2' ,3,4 trichloro- 256 C12H7C13 038444-86-9 98
5 1,1'-Biphenyl, 2,4,4'-trichloro- 256 C12H7C13 007012-37-5 98

Abundance Scan 2513 (18.053 min): BG061866.D\data.ms (-2508) (- | m/z 257.90 100.00%
257.9
185.9
5000 )\
75.0 150.0 Lelw i
18.00
379, \\‘ Ty h H‘ 220.1 H‘ 205.¢ P
0Ll b Mw sl el o m/z 255.95  96.61%
m/z--> 40 60 80 100 120 140 160180200220240260280
Abundance #142656: 1,1'-Biphenyl, 2,4,4'-trichloro-
256.0
186.0
5000 /L f f f\\/\ T T ‘/\\ ‘f\\ T I
18.00
150.0 m/z 185.95 80.63%
110.0
O 0‘[!"22’00 ‘HH‘HH‘\
m/z--> 40 60 80 100120140160180200220240260280
Abundance #142651: 1,1'-Biphenyl, 2,3,3"-trichloro-
186.0 256.0
fo L1 A A A
18.00
5000 150.0 ITI/Z 259.90 28.21%
75.0
110.0 ‘
220 0
NI T Y O
m/z--> 40 60 80 lOO 120 140 160180200220240260280
Abundance #142639: 1,1'-Biphenyl, 2',3,5-trichloro-
256.0 18.00
m/z 150.00 25.59%
186.0
5000
150.0
770 1100 2200
o 2 NP O P S SO N
m/z--> 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acq On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.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 1,1'-Biphenyl, 2,3',5,5'-te... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.517 3.31 ng/ul 152949  Phenanthrene-di10 17.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,3"', 5' -tetrach... 290 C12H6Cl4 041464-42-0 95
2 1,1'-Biphenyl, 2,3,4,4'-tetrachl... 290 C12H6C14 033025-41-1 93
3 1,1'-Biphenyl, 2,2',3,4'-tetrach... 290 C12H6Cl4 036559-22-5 91
4 1,1'-Biphenyl, 2,4,4',6-tetrachl... 290 C12H6C14 032598-12-2 90
5 1,1'-Biphenyl, 2,3',4',6-tetrach... 290 C12H6C1l4 041464-46-4 90

Abundance Scan 2592 (18.517 min): BG061866.D\data.ms (-2587) (- | m/z 220.00 100.00%
220.0 291.9
5000 /\/K
vy 1500 aha L AN
H\ 3493 4429 530, 1850
0! oyl SR TS 9300 7 291,90 90.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185876: 1,1'-Biphenyl, 2,3',5,5'-tetrachloro-
292.0 [\/\
5000 220.0 A f}\
18 50
110.0 ‘ m/z 289.85 61.13%
O ‘ “\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185840: 1,1'-Biphenyl, 2,3,4,4"-tetrachloro-
292.0
hu AN
18.50
m/z 222.00 53.40%
5000 220.0
110.0
o“;whmhﬁmﬂ‘uh_u‘w“"H“_“W‘H“H‘w“u
m/z--> 50 100 150 200 250 300 350 400 450 500 h J\
Abundance #185852: 1,1'-Biphenyl, 2,2',3,4'-tetrachloro- b
292.0 18 50
m/z 192.10  41.83%
220.0
5000
110.0 H
Y P T W T
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acq On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.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 2,2',4,5-Tetrachloro-1,1'-b... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.799 2.20 ng/ul 101451  Phenanthrene-die 17.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2',4,5-Tetrachloro-1,1'-biphenyl 290 C12H6C14 070362-47-9 94
2 1,1'-Biphenyl, 2,2',3,4'-tetrach... 290 C12H6C14 036559-22-5 94
3 1,1'-Biphenyl, 2,2',3,3'-tetrach... 290 C12H6C14 038444-93-8 94
4 2,2',3,6-Tetrachloro-1,1'-biphenyl 290 C12H6C14 070362-45-7 93
5 3,3',4,5-Tetrachloro-1,1'-biphenyl 290 C12H6C14 070362-49-1 92
Abundance Scan 2640 (18.799 min): BG061866.D\data.ms (-2636) (- | m/z 219.85 100.00%
219.8 291.9
150.0 254.9
5000 »/\{\
184.9
74.0 110.7 /\‘ AV ) ‘/wa\
340. 18.50 19.00
0 m/z 291.90 89.31%
m/z--> 50 100 150 200 250 300
Abundance #185810: 2,2',4,5-Tetrachloro-1,1'-biphenyl
220.0 292.0
5000 i SURN —
18.50 19.00
184.0 255.0 m/z 221.85 69.99%
0\\‘\\\\‘\\\\“”1i\‘“h‘\“\‘uww“‘“{\\wm‘\\\\
miz--> 50 100 150 200 250 300
Abundance #185852: 1,1'-Biphenyl, 2,2',3,4'-tetrachloro-
292.0
18.50 19.00
5000 2200 m/z 150.00  61.60%
255.0
74.0 11?'0 15001840 ‘
0 ‘\H‘m‘\uu‘ \“ Al ‘ml — Hh‘ - ‘u\‘ — WH‘ e
miz--> 50 100 150 200 250 300 W ) A}V\
Abundance #185841: 1,1'-Biphenyl, 2,2',3,3'-tetrachloro- M‘ Al Al M‘
220.0 292.0 18.50 19.00
110.0 m/z 254.90 56.38%
5000 150.0 255.0
74.0
184.0
0,40' b ;HMM : H“‘Mk“ —— NwA‘ Ay ‘AJAA‘MW
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acq On : 3 Jul 2024 16:21
Operator : MA/JU

Sample : P2964-13

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.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-Dodecanol, 2-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.361 3.10 ng/ul 140108 Chrysene-di12 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 90
2 1-Hexacosene 364 C26H52 018835-33-1 90
3 Carbonic acid, decyl octadecyl e... 454 C29H5803 1000383-16-7 87
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 87
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 87
Abundance Scan 3076 (21.361 min): BG061866.D\data.ms (-3073) (- | m/z 43.10 100.00%
43.1
5000 WMMNMRWAMJ\%MmNW¢WMM
7.1
— ——
21.00 21.50
154.1  246.8 355.1 430.1
ob ,‘!H"‘H‘ kgt BOG 00 S8BT s 57,00 89.65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 — ——
21.00 21.50
1.0 m/z 71.68  55.18%
O\“\‘ ’}Illll022402800
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #273799: 1-Hexacosene
57.0
— ——
21.00 21.50
5000 111.0 m/z 55.05 50.23%
} 364.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #327256: Carbonic acid, decyl octadecyl ester — —
57.0 21.00 21.50
m/z 41.00 45.16%
5000 141.0
253.0
obllliil ase0 srsg T
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070324\
Data File : BGO61866.D

Acqg On : 3 Jul 2024 16:21
Operator : MA/JU

Sample . P2964-13

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.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|
Propylene Glycol 3.758 2.6 ng/ul 37695 1 8.094 293366 20.0
unknown-01 5.162 4.1 ng/ul 59552 1 8.094 293366 20.0
Pentanedioic ac... 9.810 2.3 ng/ul 52896 2 10.908 458328 20.0
3-Phenoxypropio... 11.643 2.8 ng/ul 64889 2 10.908 458328 120.0
1,1'-Biphenyl, ... 18.053 3.8 ng/ul 173393 4 17.459 923438 20.0
1,1'-Biphenyl, ... 18.517 3.3 ng/ul 152949 4 17.459 923438 20.0
2,2',4,5-Tetrac... 18.799 2.2 ng/ul 101451 4 17.459 923438 20.0
1-Dodecanol, 2-... 21.361 3.1 ng/ul 140108 5 21.719 904987 20.0
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