LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62258.D

Acqg On 6 Aug 2024 5:44
Operator : MA/JU

Sample : P3361-21

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@62258.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.425 20 23 29 rVw2 10014 14405 0.82% 0.069%
2 3.483 31 33 37 rVB3 2064 2838 0.16% 0.014%
3 3.683 63 67 76 rBV 53184 84256 4.77%  0.405%
4 3.830 87 92 102 rBV 160589 270398 15.30% 1.301%
5 4.171 148 150 154 rvVvB2 4450 4860 0.28% 0.023%
6 5.081 300 305 307 rBv4 1431 2401 0.14% 0.012%
7 6.051 464 470 476 rVB3 3793 7499 0.42% 0.036%
8 7.114 643 651 660 rBV 228018 386744 21.89% 1.861%
9 7.290 674 681 690 rBvV 167853 268806 15.21% 1.293%
10 7.490 709 715 722 rBV 201879 344289 19.49% 1.657%
11 7.554 722 726 737 rVB2 23200 39408 2.23% 0.190%
12 7.966 788 796 802 rBV 247203 419367 23.74% 2.018%
13 8.024 802 806 810 rVB4 3875 5917 ©.33% 0.028%
14 8.653 905 913 925 rBvV2 287252 486781 27.55%  2.342%
15 9.111 984 991 1003 rBV 203208 356395 20.17% 1.715%
16 9.575 1064 1070 1073 rBv4 1954 2377 0.13% 0.011%
17 9.681 1083 1088 1094 rBvV2 19813 28859 1.63% 0.139%
18 9.834 1106 1114 1122 rBV 157362 266999 15.11%  1.285%
19 10.368 1198 1205 1216 rVB 294423 508487 28.78% 2.447%
20 10.756 1263 1271 1279 rVB 411297 713569 40.39% 3.433%
21 10.879 1283 1292 1303 rBV 296722 542927 30.73% 2.612%
22 11.291 1357 1362 1366 rVB2 6782 10281 0.58% 0.049%
23 11.490 1389 1396 1403 rBV 76588 137590 7.79% 0.662%
24 12.342 1534 1541 1545 rBV3 4429 7480 0.42% 0.036%
25 13.200 1684 1687 1691 rVB 1883 2357 0.13% 0.011%
26 13.429 1720 1726 1733 rVB3 3624 6091 0.34% 029%
27 13.558 1744 1748 1754 rVB3 1329 2328 0.13% 011%

28 13.993 1815 1822 1830 rVB 585199 847024 47.94%
29 14.275 1857 1870 1879 rBV2 678457 1070025 60.56%
30 14.504 1904 1909 1914 rVB2 3262 4548 0.26%
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31 14.580 1914 1922 1930 rBV 762593 1154483 65.34%

5.
32 14.751 1944 1951 1956 rBV 245938 387225 21.92% 1.863%
33 14.798 1956 1959 1960 rBV 26371 30787 1.74% 0.148%
34 14.991 1989 1992 1997 rVB4 3376 4095 0.23% 0.020%
35 15.397 2054 2061 2065 rBV4 4001 7423 0.42% 0.036%
36 15.456 2065 2071 2075 rBV3 4429 6493 0.37% 0.031%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62258.D

Acqg On 6 Aug 2024 5:44
Operator : MA/JU

Sample : P3361-21

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION
37 15.573 2084 2091 2098 rBV 932127 1347633 76.28% 6.484%
38 15.679 2103 2109 2115 rVV 141547 212869 12.05% 1.024%
39 15.743 2119 2120 2124 rVWV3 2652 2891 0.16% 0.014%
40 15.808 2127 2131 2132 rVV3 2272 2730 0.15% 0.013%
41 15.861 2135 2140 2145 rVB4 2295 4429 0.25% 0.021%
42 15.949 2150 2155 2162 rVB3 2060 4423 0.25% 0.021%
43 16.014 2162 2166 2171 rBv4 2200 4473 0.25% 0.022%
44 16.131 2180 2186 2194 rBvV4 9877 14677 ©0.83% 0.071%
45 16.307 2213 2216 2219 rVV3 6890 8715 0.49% 0.042%
46 16.337 2219 2221 2229 rVB5 4235 7634 0.43% 0.037%
47 16.489 2243 2247 2252 rVB5 2197 3619 0.20% 0.017%
48 16.889 2309 2315 2320 rBV5 4190 6729 0.38% 0.032%
49 17.053 2339 2343 2347 rBv2 3026 3499 0.20% 0.017%
50 17.106 2348 2352 2356 rvv2 8499 11628 0.66% 0.056%
51 17.153 2359 2360 2365 rVB4 2477 3391 0.19% 0.9016%
52 17.324 2382 2389 2396 rBV 935081 1422040 80.49% 6.842%
53 17.418 2399 2405 2413 rVWV 955922 1446263 81.86% 6.959%
54 17.506 2417 2420 2424 rVW5 3283 4019 ©0.23% 0.019%
55 17.641 2440 2443 2448 rVv3 1457 2538 0.14% 0.012%
56 17.723 2452 2457 2461 rVB4 2450 3693 0.21% 0.018%
57 17.841 2473 2477 2482 rBV4 3532 5587 ©.32% 0.027%
58 18.011 2500 2506 2512 rvv2 20858 25779 1.46% 0.124%
59 18.228 2538 2543 2550 rBv2 76331 124634 7.05% 0.600%
60 18.540 2592 2596 2599 rBV4 4896 6084 0.34% 0.029%
61 18.692 2619 2622 2625 rVB3 2349 2691 0.15% 0.013%
62 19.027 2675 2679 2684 rVB5 3460 6303 0.36% 0.030%
63 19.092 2684 2690 2696 rBV7 7334 12989 0.74% 0.062%
64 19.180 2696 2705 2709 rVB6 13412 21515 1.22% 0.104%
65 19.268 2716 2720 2725 rVB2 12810 18249 1.03% ©0.088%
66 19.338 2725 2732 2737 rBV 12067 22864 1.29% 0.110%
67 19.380 2737 2739 2743 rVV5 5599 6993 0.40% 0.034%
68 19.415 2743 2745 2750 rVB5 2108 3071 0.17% 0.015%
69 19.497 2756 2759 2764 rBVS5 22040 32992 1.87% 0.159%
70 19.656 2782 2786 2788 rBv4 5551 7402 0.42% 0.036%
71 19.703 2788 2794 2803 rVV 1234646 1713682 96.99%  8.245%
72 19.767 2803 2805 2810 rVB3 9364 10159 0.57% 0.049%
73 20.231 2880 2884 2887 rBV5 6438 9135 0.52% 0.044%
74 20.267 2888 2890 2895 rVB5 4617 5524 0.31% 0.027%
75 20.584 2941 2944 2945 rBV3 2641 2453 0.14% 0.012%
76 20.631 2950 2952 2956 rVB4 4414 4515 0.26% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62258.D

Acqg On 6 Aug 2024 5:44
Operator : MA/JU

Sample : P3361-21

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION
77 20.695 2958 2963 2967 rBv4 8097 9810 0.56% 0.047%
78 20.742 2967 2971 2972 rBV3 4743 5499 0.31% 0.026%
79 20.766 2973 2975 2977 rVB2 3989 2508 0.14% 0.012%
80 20.872 2990 2993 2996 rVB3 3082 3978 0.23% 0.019%
81 21.248 3052 3057 3066 rBV 158558 231560 13.11% 1.114%
82 21.483 3095 3097 3103 rVB7 4053 5408 0.31% 0.026%
83 21.565 3104 3111 3119 rBV2 954308 1560280 88.31% 7.507%
84 21.800 3148 3151 3157 rVB6 11916 16342 ©0.92% 0.079%
85 22.399 3249 3253 3260 rVB3 17218 30029 1.70% ©.144%
86 22.939 3343 3345 3346 rBV2 3794 2725 0.15% 0.013%
87 23.033 3356 3361 3363 rBV6 5931 8245 0.47%  0.040%
88 23.080 3364 3369 3376 rVB2 18144 31646 1.79% ©.152%
89 23.263 3394 3400 3407 rVB3 15519 29561 1.67% 0.142%
90 23.862 3496 3502 3508 rBV3 24148 53889 3.05% ©.259%
91 24.044 3531 3533 3536 rBV5S 3089 3558 0.20% 0.017%
92 24.449 3590 3602 3615 rBV 646094 1766795 100.00% 8.501%
93 24.661 3626 3638 3652 rBV 617188 1719303 97.31% 8.273%
94 24.790 3654 3660 3669 rVB3 31259 77094  4.36% 0.371%
95 25.612 3798 3800 3803 rVB4 3715 3457 0.20% 0.017%
96 25.894 3839 3848 3856 rBV5 31345 93487 5.29% ©.450%
97 25.982 3859 3863 3865 rBV5 11681 15798 ©.89% 0.076%
98 27.216 4064 4073 4085 rBVv4 27152 87081 4.93% 0.419%
99 28.808 4340 4344 4346 rBV4 8432 13858 0.78% 0.067%
100 30.723 4664 4670 4671 rBV5 10358 15015 ©.85% 0.072%
Sum of corrected areas: 20783252
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62258.D

Acqg On 6 Aug 2024 5:44
Operator : MA/JU

Sample : P3361-21

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062258.D\data.ms
1200000

1000000

800000

600000

10.756
10.368 10.879

400000

7.114 7966 OO
200000 3.830 7 26390 9.111 0.834
ﬂ 11.490

R 4171 5.081 6.051 7554 81024 11.291 12.342
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘r/\\i\\‘\\\\j_Y_T \—’_Y_F'\;F‘\\\\‘\\\»\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 7 50 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG062258.D\data.ms
1200000 19.703

o

1000000 15.573 1343448 21.565
800000 14.580
14.275

600000 13.993

400000

14.751

200000

798
32008758 14, % 4.991 v__JEN,%3£¥ELj§S§¥l~M

022X S, R O B 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: BG062258.D\data.ms

1200000

1000000

800000
24.59%61
600000

400000

200000

63 2386344 .790 25.6%5}'%962 27.216 28.808 30.723

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\BG@80524\
Data File : BG@62258.D

Acqg On 6 Aug 2024 5:44
Operator : MA/JU

Sample : P3361-21

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.683 4.02 ng/ul 84256  1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 43
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance  Scan 67 (3.683 min): BG062258.D\data.ms (-63) (-) m/z 45.15 100.00%

4!:
5000
R Ema e o
‘ 61.1 3.40 3.60 3.80 4.00
Ol e ot e e 880 m/z 43,15 17.97%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
45.0
5000 W‘\\\\‘\\\\’\v\\‘\\\\

3.40 3.60 3.80 4.00
m/z 61.15 6.60%

o 19.0 m 370 53050 .
\\\‘\\\\‘\\\1‘\\\\‘\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
R R A
3.40 3.60 3.80 4.00
5000 ITI/Z 44.15 5.81%
31.0
0 100 7 || 530610 750
e B B A mE IR S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol \ REEaE e e AR
45.0 3.40 3.60 3.80 4.00
m/z 42.10 2.81%
5000
29.0
0 ‘H"‘uw;H‘WH‘_\‘_ﬁs‘-qfﬁ?”_H-Wm_"
m/z--> 10 20 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62258.D

Acqg On 6 Aug 2024 5:44
Operator : MA/JU

Sample : P3361-21

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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.
11.490 3.86 ng/ul 137590 Naphthalene-d8 10.756
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 74
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
Abundance Scan 1396 (11.490 min): BG062258.D\data.ms (-1389) (- | m/z 94.15 100.00%
94.2
5000
77.2
45.1 AL
L e T s
L 1] e N R S m/z 77.15  28.42%
miz-> 20 40 60 80 100 120 140
Abundance #30117: 1-Phenoxypropan-2-0
94.0
5000 — T
11.50
o 1520  m/z 45.15  16.86%
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 100 120 140
Abundance #30125 1- Phenoxypropan 2-ol
94.0
T A\ T ‘ T
11.50
5000 m/z 78.15 15.49%
45.0 77.0 152.0
BN -
m/z--> 20 100 120 140
Abundance #30123: 1- Phenoxypropan 2-ol —
94.0 11.50
m/z 51.15 15.18%
5000
77.0
39.0 ‘ 152.0
5
LB T RUBEENE S ne
miz-> 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62258.D

Acqg On 6 Aug 2024 5:44
Operator : MA/JU

Sample : P3361-21

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.248 2.97 ng/ul 231560  Chrysene-di12 21.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 98
2 Cycloeicosane 280 C20H40 000296-56-0 95
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
Abundance Scan 3057 (21.248 min): BG062258.D\data.ms (-3052) (- | m/z 57.15 100.00%
57.1
97.2
5000
ol b LI 1823 2211 2804 336 75 1o 8o aay
miz-> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.00 83.0
5000 o s
21.00 21.50
250 m/z 55.15  87.64%
04 “\ “‘M\ ”H f \‘H“ ‘H‘ ‘H‘ “%6?(\? \‘2‘1\0\0\ L IR \3\36\‘
miz--> 50 100 150 200 250 300
Abundance #173728: Cycloeicosane
55.0
P =
21.00 21.50
5000 97.0 m/z 69.15  70.69%
ol LI L L 12 1820 2240 280D
m/iz--> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecyl ester e S
43.0 21.00 21.50
83.0 m/z 83.15 68.40%
5000
Fs.o
ARSI 0 SO SO ORI
m/z--> 50 100 150 200 250 300 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080524\
Data File : BG@62258.D

Acqg On : 6 Aug 2024 5:44
Operator : MA/JU

Sample ¢ P3361-21

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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|

unknown-01 3.683 4.0 ng/ul 84256 1 7.966 419367 20.0
1-Phenoxypropan... 11.490 3.9 ng/ul 137590 2 10.756 713569 20.0
(DEL) Alkane: S... 21.248 3.0 ng/ul 231560 5 21.565 1560280 20.0
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