LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062824\
Data File : BGO61798.D

Acqg On : 29 Jun 2024 9:16
Operator : MA/JU

Sample : P2897-18

Misc :

ALS Vvial : 27 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-BG062024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61798.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.455 25 28 33 rBV5 17614 22169 1.17% 0.095%
2 3.538 40 42 48 rVV5 2763 4024 0.21% 0.017%
3  3.620 54 56 57 rBV 4497 3332 0.18% 0.014%
4 3,731 70 75 84 rBv2 28881 53004 2.81% 0.228%
5 3.872 95 99 111 rBV 204164 365847 19.37% 1.575%
6 4.072 129 133 135 rVB4 3535 4826 0.26% 0.021%
7 4.102 135 138 140 rBV2 3469 3676 ©0.19% 0.016%
8 4.707 236 241 242 rBV3 4075 4771  0.25% 0.021%
9 4.959 280 284 286 rBV3 2734 3448 0.18% 0.015%
106 5.130 310 313 323 rVB4 10372 20938 1.11% ©0.090%
11 5.359 350 352 356 rBv4 2501 3336 0.18% 0.014%
12 5.418 359 362 366 rBV2 2494 4798 0.25% 0.021%
13 6.117 476 481 486 rVB 15280 26218 1.39% 0.113%
14 6.986 624 629 638 rBV3 11932 32308 1.71% 0.139%
15 7.104 646 649 654 rBV5 2332 3536 0.19% 0.015%
16 7.204 658 666 675 rVW 363926 607756 32.17% 2.616%
17 7.380 689 696 706 rVB 245271 400978 21.23% 1.726%
18 7.462 706 710 712 rBV3 2772 4265 0.23% 0.018%
19 7.580 722 730 737 rBV 303074 542407 28.71% 2.335%
20 7.639 737 740 744 rVB2 14469 17649 0.93% 0.076%
21 7.750 755 759 763 rVv3 3014 5553 0.29% 0.024%
22 7.791 763 766 768 rvVv3 3589 3442 0.18% 0.015%
23 7.844 772 775 779 rW3 3393 5332 0.28% 0.023%
24 8.056 804 811 817 rBv2 292135 495355 26.22% 2.132%
25 8.109 817 820 826 rVW3 16671 26961 1.43% 0.116%
26 8.408 867 871 874 rVB3 3559 5021 ©.27% 0.022%
27 8.485 881 884 886 rBv2 3305 3762 0.20% 0.016%
28 8.673 913 916 918 rBV 3088 3428 0.18% 0.015%
29 8.749 922 929 937 rBV 442824 736412 38.98% 3.170%
30 9.049 976 980 983 rvB3 3246 4410 0.23% 0.019%
31 9.219 1001 1009 1017 rBV 333564 586621 31.05% 2.525%
32 9.319 1022 1026 1031 rVV3 23629 33353 1.77% 0.144%
33 9.771 1099 1103 1110 rVB3 44559 68684 3.64% 0.296%
34 9.942 1123 1132 1140 rBV2 282883 517033 27.37% 2.226%
35 10.053 1150 1151 1154 rVB2 3748 3496 0.19% 0.015%
36 10.147 1164 1167 1168 rVV2 4212 3349 0.18% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062824\
Data File : BGO61798.D

Acqg On : 29 Jun 2024 9:16
Operator : MA/JU

Sample : P2897-18

Misc :

ALS Vvial : 27 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-BG062024.MA.M
Title : SVOA CALIBRATION
37 10.189 1172 1174 1179 rVwv2 3990 4678 ©0.25% 0.020%
38 10.265 1184 1187 1191 rvv2 2716 4501 0.24% 0.019%
39 10.476 1215 1223 1232 rVB 438704 783445 41.47% 3.372%
40 10.629 1247 1249 1255 rVB4 5233 8810 0.47% 0.038%
41 10.864 1282 1289 1297 rBV 437454 790831 41.87%  3.404%
42 10.993 1304 1311 1321 rBV 428973 785082 41.56% 3.379%
43 11.087 1326 1327 1332 rVB2 4084 3683 0.19% 0.016%
44 11.152 1336 1338 1343 rVB3 2911 3627 ©0.19% 0.016%
45 11.193 1343 1345 1348 rBV3 4344 4083 0.22% 0.018%
46 11.293 1359 1362 1365 rBvV2 2554 3820 0.20% 0.016%
47 11.387 1374 1378 1382 rBv4 13857 23792 1.26% 0.102%
48 11.599 1408 1414 1422 rBV2 48137 89014 4.71% 0.383%
49 11.828 1451 1453 1455 rVB 4242 3389 0.18% 0.015%
50 11.869 1455 1460 1462 rBV3 3871 6851 0.36% 0.029%
51 12.198 1513 1516 1520 rvVvB3 4488 4489 0.24% 0.019%
52 12.445 1554 1558 1563 rVB5 8058 13615 0.72% 0.059%
53 12.938 1639 1642 1645 rVB4 2939 4267 0.23% 0.018%
54 13.209 1685 1688 1690 rBvV2 3707 3784 0.20% 0.016%
55 13.285 1697 1701 1703 rBV4 6195 7872 0.42% 0.034%
56 13.397 1717 1720 1722 rBV 2964 3672 0.19% 0.016%
57 13.861 1795 1799 1800 rBvV2 3797 4327 0.23% 0.019%
58 13.990 1819 1821 1825 rBV2 2748 4537 0.24% 0.020%
59 14.084 1829 1837 1849 rBV 759773 1147948 60.77% 4.941%
60 14.166 1849 1851 1855 rVB3 2699 3787 ©0.20% 0.016%
61 14.213 1855 1859 1860 rBV3 3678 4822 0.26% 0.021%
62 14.319 1874 1877 1880 rBV5 5627 7662 0.41% 0.033%
63 14.378 1880 1887 1896 rVB2 834649 1325715 70.18% 5.707%
64 14.683 1932 1939 1947 rBV 723376 1083110 57.34% 4.662%
65 14.865 1963 1970 1977 rBV2 402820 660241 34.95%  2.842%
66 14.971 1987 1988 1994 rVB4 7199 7367 0.39% 0.032%
67 15.018 1994 1996 1999 rBV3 6013 4149 0.22% 0.018%
68 15.095 2003 2009 2012 rVB5 7312 12698 0.67% 0.055%
69 15.165 2017 2021 2023 rBV3 4996 6146 0.33% 0.026%
70 15.189 2023 2025 2030 rVB3 4494 4719 0.25% 0.020%
71 15.453 2067 2070 2071 rBV2 5668 5021 0.27% 0.922%
72 15.518 2078 2081 2086 rVB3 12296 15377 0.81% 0.066%
73 15.670 2100 2107 2116 rVB 1088092 1649778 87.34% 7.102%
74 15.776 2119 2125 2131 rBV 227736 356956 18.90% 1.537%
75 15.905 2145 2147 2154 rBV6 9536 15108 ©0.80% 0.065%
76 16.311 2211 2216 2219 rBV3 4716 7967 0.42% 0.034%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062824\
Data File : BGO61798.D

Acqg On : 29 Jun 2024 9:16
Operator : MA/JU

Sample : P2897-18

Misc :

ALS Vvial : 27 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-BG062024.MA.M
Title : SVOA CALIBRATION
77 16.381 2225 2228 2230 rBV3 6426 7099 0.38% 0.031%
78 16.452 2236 2240 2242 rBV5S 3057 3921  0.21% 0.017%
79 16.652 2271 2274 2275 rBV2 4357 4411 0.23% 0.019%
80 16.804 2298 2300 2302 rBV3 6925 5248 0.28% 0.023%
81 16.963 2325 2327 2330 rVB3 4885 4107 0.22% 0.018%
82 17.333 2387 2390 2395 rVB5 8102 10251 0.54% 0.044%
83 17.427 2399 2406 2416 rVB 841457 1292877 68.44% 5.565%
84 17.527 2416 2423 2430 rBV 1182796 1797105 95.14% 7.736%
85 17.598 2432 2435 2441 rVB7 9017 13459 0.71% 0.058%
86 17.662 2442 2446 2451 rBV7 9761 15622 0.83% 0.067%
87 17.715 2453 2455 2457 rBV2 5123 5818 ©.31% 0.025%
88 18.091 2512 2519 2525 rBV9 10498 24335 1.29% 0.105%
89 18.267 2545 2549 2550 rBV4 3370 4580 0.24% 0.020%
90 18.303 2551 2555 2560 rBV3 65939 95762 5.07% 0.412%
91 18.514 2590 2591 2595 rBV4 6918 6635 ©0.35% 0.029%
92 19.160 2699 2701 2702 rBV2 8121 4546 0.24% 0.020%
93 19.437 2745 2748 2752 rBV5 16493 27234 1.44% 0.117%
94 19.572 2769 2771 2775 rBV5S 8537 10191 0.54% 0.044%
95 19.807 2805 2811 2823 rVB 1315479 1888990 100.00%  8.131%
96 21.334 3067 3071 3079 rBV 200591 296335 15.69% 1.276%
97 21.687 3125 3131 3139 rVB 717322 1160590 61.44% 4.996%
98 23.379 3416 3419 3420 rBV3 36647 39589 2.10% 0.170%
99 24.683 3631 3641 3652 rVB2 641410 1765994 93.49% 7.602%
100 24.901 3669 3678 3686 rBV 440797 1233937 65.32% 5.312%

Sum of corrected areas: 23230874
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062824\
Data File : BGO61798.D

Acqg On : 29 Jun 2024 9:16
Operator : MA/JU

Sample : P2897-18

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG061798.D\data.ms

1200000
1000000
800000

600000

8.749 10.4760.88503
400000 7. 204
580 8.056 9.219 9.942

200000 3.872
o ﬁé’j&gm 47079598088 6.117 6.986 Oge1am5/30.043319 %1 é Do 198445 12.93

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG061798.D\data.ms

19.807

1200000 17.527

15.670
1000000

14.378 17.427

21.687
800000 14.084 14.683

600000

4.865

400000

3.776 21.334

200000

18.303
0 P2RE9713.8 9 -909 6683851KB802687 . g@msm 514 19.165919%7

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: BG061798.D\data.ms

1200000

1000000

800000
24.683

600000 4.901

400000

200000
23.379

W”M«w/\

0\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062824\
Data File : BGO61798.D

Acqg On : 29 Jun 2024 9:16
Operator : MA/JU

Sample : P2897-18

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 (S)-(+)-1,2-Propanediol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.731 2.14 ng/ul 53004 1,4-Dichlorobenzene-d4 8.056
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 50
2 1-Nonene, 2-ethyl-3-(methoxymeth... 214 C13H2602 1000197-21-7 50
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 39
4 Propylene Glycol 76 C3H802 000057-55-6 9

5 2-Pentadecanol 228 C15H320 001653-34-5 9
Abundance  Scan 75 (3.731 min): BG061798.D\data.ms (-70) (-) m/z 45.00 100.00%

45.0
5000

‘ 96.1 214.0 339.9 404.0 485. 3.40 3.60 3.80 4.00
|
()‘\\\‘\“\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ m/z 43.00 19.26%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1093: (S)-(+)-1,2-Propanediol

45.0 ' ’
5000

3.40 3.60 3.80 4.00
m/z 43.90 7.14%

‘\\u\\\“\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92155: 1-Nonene, 2-ethyl-3-(methoxymethoxy)
45.0

3.40 3.60 3.80 4.00

5000 m/z 61.00 5.76%
129.0

o

184.0
o“‘w“waLw‘ui‘“‘“,‘H“““““w“““““w“

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

Abundance #1091: R-(-)-1,2-propanediol A e ‘h‘ R ‘n‘ !
45.0 3.40 3.60 3.80 4.00
m/z 83.90 3.99%
5000
o‘ﬁmlm‘u"H‘_"W‘H“H‘w“u‘u“_‘u“u“ A Sanr RIS
m/z--> 0 50 100 150 200 250 300 350 400 450 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062824\
Data File : BGO61798.D

Acqg On : 29 Jun 2024 9:16
Operator : MA/JU

Sample : P2897-18

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 1-Phenoxypropan-2-ol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.599 2.25 ng/ul 89014 Naphthalene-d8 10.864
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 91
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 58
5 1-Amino-3-phenoxypropan-2-ol 167 CSH13NO2 004287-19-8 53
Abundance Scan 1414 (11.599 min): BG061798.D\data.ms (-1408) (- | m/z 94.00 100.00%
94.0
5000
45.0 —h —
: 11.50 12.00
205.8 267.3
0 “1\‘,33694331 m/z 77.00  27.73%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
11.50 12.00
152.0 m/z 78.10  23.05%
45.0 ‘ ‘
O \\\‘J\H‘i“\‘l\}\\“‘1‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
T A TR
11.50 12.00
5000 m/z 45.00 21.90%
45.0 ‘ 152.0
0 deWAw"W"wt“‘_““H““‘H““w““‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30123: 1-Phenoxypropan-2-ol L AA,A bl A"‘M
94.0 11.50 12.00
m/z 39.00 18.56%
5000
39.0 ‘ 152.0
0 wd‘ﬂ“}‘t|‘}"“HH,‘mwwwwH_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 11.50 12.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062824\

29
: MA

Library Search Compound Report

: BGO61798.D
Jun 2024 9:16
/U
. P2897-18
Sample Multiplier: 1

. 27

Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA.M
: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.334 5.11 ng/ul 296335  Chrysene-di2 21.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 (C24H48 010192-32-2 94
2 Cyclotetracosane 336 C24H48 000297-03-0 93
3 Cyclotetracosane 336 C24H48 000297-03-0 93

4 Pentafluoropropionic acid, hexad... 388 C19H33F502
5 Heptadecafluorononanoic acid, tr... 646 C22H27F1702

006222-07-7 90
1000356-02-9 87

Abundance Scan 3071 (21.334 min): BG061798.D\data.ms (-3067) (- | m/z 57.00 100.00%

57.0
5000
: 200 2150
10.1 . .
1810 258, . .
oAl ﬁLMWqufwr\%?gg\‘§§§ﬁh\9&55%ﬁ7§3\\u m/z 43.10 87.61%
miz-> 50 100 150 200 250 300 350 400 450 500

Abundance #244231:; 1-Tetracosene

N
W
1=

111.0
5000 e -

21.00 21.50
m/z 55.00 86.25%

m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #244233: Cyclotetracosane

83.0
T L —

21.00 21.50

5000 336.0 m/z 83.10 64.43%

139.0
IuHhhlg&o 279.0

-

oA e e
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #244232: Cyclotetracosane - T
43.0 21.00 21.50
m/z 69.10 61.01%
5000
111.0
ol L] J‘ | || 167.0224.0279.0336.0
P et e e e e e e . —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\BG062824\
Data File : BGO61798.D

Acqg On : 29 Jun 2024 9:16
Operator : MA/JU

Sample : P2897-18

Misc

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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|
(S)-(+)-1,2-Pro... 3.731 2.1 ng/ul 53604 1 8.056 495355 20.0
1-Phenoxypropan... 11.599 2.3 ng/ul 89014 2 10.864 790831 20.0
(DEL) Alkane: S... 21.334 5.1 ng/ul 296335 5 21.687 1160590 20.0
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