LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013194.D

Acqg On : 21 Dec 2022 07:15
Operator : CG/JU

Sample : N5984-07

Misc :

ALS Vvial : 76 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_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION

Signal : TIC: BP@13194.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.334 22 25 38 rvB 116719 163839 1.75% 0.154%
2 3.769 96 99 113 rBV 552680 822468 8.80% 0.772%
3 3.999 133 138 143 rVB 100406 147899 1.58% 0.139%
4 4.093 150 154 164 rVB 43045 67913 0.73% 0.064%
5 4.475 216 219 225 rVB5 23952 34984 0.37% 0.033%
6 5.040 309 315 323 rBV 665322 933778 9.99% 0.876%
7 7.1106 660 667 678 rVB 1786162 2784766 29.80% 2.612%
8 7.275 689 695 705 rVB 1487641 2301237 24.63% 2.159%
9 7.481 723 730 739 rBV 1835798 2832981 30.32% 2.658%
10 7.569 740 745 749 rVB3 16767 26482 0.28% 0.025%
11 7.769 776 779 782 rBV2 10605 15570 0.17% 0.015%
12 7.805 782 785 790 rVB7 10285 16570 0.18% 0.016%
13  7.952 802 810 817 rBV 1972560 3091311 33.08% 2.900%
14 8.016 817 821 826 rVB4 13307 21742 0.23% 0.020%
15 8.663 923 931 941 rBV 2073569 3425334 36.66% 3.213%
16 8.781 946 951 959 rVB 50387 84042 0.90% 0.079%
17 9.122 1001 1009 1018 rBV 1671901 2748513 29.41% 2.578%
18 9.222 1022 1026 1030 rVV7 9942 18996 0.20% 0.018%
19 9.275 1033 1035 1041 rVB7 10338 17119 0.18% 0.016%
20 9.522 1070 1077 1085 rVB 59084 96126 1.03% 0.090%
21  9.846 1123 1132 1142 rBV 1422928 2319641 24.82% 176%
22 10.069 1165 1170 1173 rBVS5S 13714 22390 0.24% 021%
23 10.210 1188 1194 1197 rBV8 6201 9913 0.11%

24 10.381 1215 1223 1234 rBV 2044752 3449961 36.92%
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25 10.763 1280 1288 1301 rBV 2560341 4311940 46.15% 045%
26 10.904 1304 1312 1324 rBV 1675645 2911817 31.16% 2.732%
27 11.257 1365 1372 1377 rBV 83215 160028 1.71% ©.150%
28 11.551 1417 1422 1428 rBV1e 11094 24549  0.26% 0.023%
29 12.022 1496 1502 1567 rBV1e 10108 17291 0.19% 0.016%
30 12.075 1507 1511 1516 rBV6 6477 10433 0.11% 0.010%
31 12.175 1523 1528 1534 rVB5 16633 24423  0.26% ©0.023%
32 12.257 1538 1542 1545 rBV6 7680 11907 0.13% 0.011%
33 12.345 1550 1557 1562 rBV2 38805 61331 ©.66% 0.058%
34 13.410 1732 1738 1744 rVB2 37309 51691 ©.55% ©0.048%
35 13.563 1761 1764 1769 rVB7 8952 17136 ©.18% 0.016%
36 13.775 1795 1800 1803 rBV7 5553 9461 0.10% 0.009%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013194.D

Acqg On : 21 Dec 2022 07:15
Operator : CG/JU

Sample : N5984-07

Misc :

ALS Vvial : 76 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_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION
37 13.916 1818 1824 1831 rVV8 44764 79896 0.86% 0.075%
38 13.998 1832 1838 1849 rVV 3351607 4495358 48.11% 4.217%
39 14.116 1853 1858 1865 rVB 15798 30447 0.33% 0.029%
40 14.234 1874 1878 1880 rBV5 9774 16210 0.17% 0.015%
41 14.287 1880 1887 1899 rVV 3866787 5517830 59.05% 5.176%
42 14.481 1916 1920 1923 rVB5 12142 17454 0.19% 0.016%
43 14.592 1930 1939 1947 rBV 3578232 5186051 55.50% 4.865%
44 14.792 1966 1973 1986 rBV 954919 1623756 17.38% 1.523%
45 14.951 1996 2000 2003 rVV5 18492 26771 0.29% 0.025%
46 15.010 2004 2010 2021 rVB4 96488 173871 1.86% 0.163%
47 15.586 2101 2108 2123 rBV 4653094 6718226 71.90% 6.302%
48 15.704 2123 2128 2140 rVV 1052218 1484745 15.89% 1.393%
49 15.828 2144 2149 2156 rVB4 22484 46252 0.49% 0.043%
50 15.951 2162 2170 2178 rBV 972926 1349960 14.45% 1.266%
51 16.216 2213 2215 2219 rVB5 7973 9503 0.10% 0.009%
52 16.298 2221 2229 2236 rVWV4 23058 50705 0.54% 0.048%
53 16.522 2263 2267 2271 rBV6 9088 14323 0.15% 0.013%
54 17.004 2344 2349 2357 rVB6 14200 29836 0.32% 0.028%
55 17.098 2361 2365 2368 rBV6 7660 11591 0.12% 0.011%
56 17.351 2401 2408 2418 rBV 3911262 5406596 57.86% 5.072%
57 17.451 2418 2425 2436 rVV 4494167 6443766 68.96% 6.045%
58 17.539 2436 2440 2449 rVB3 78944 123619 1.32% 0.116%
59 17.722 2469 2471 2475 rBV5 19316 23516 0.25% 0.022%
60 17.833 2488 2490 2495 rBV6 7686 12155 0.13% 0.011%
61 18.004 2517 2519 2524 rVB6 13598 15746 0.17% 0.015%
62 18.216 2551 2555 2563 rBV 277087 385817 4.13% 0.362%
63 18.633 2623 2626 2629 rVB4 31919 36101 0.39% 0.034%
64 19.257 2729 2732 2737 rVB2 62202 77759 0.83% 0.073%
65 19.322 2739 2743 2748 rBV 62953 112428 1.20% 0.105%
66 19.451 2762 2765 2769 rBV3 65618 82427 0.88% 0.077%
67 19.680 2798 2804 2814 rBV 6040802 7799489 83.47% 7.317%
68 21.127 3046 3050 3060 rBV 1259388 1796018 19.22% 1.685%
69 21.439 3098 3103 3111 rVB 4909173 6592068 70.55% 6.184%
70 22.069 3208 3210 3218 rVB2 417003 543339 5.81% 0.510%
71 23.757 3490 3497 3509 rVB2 4467026 9344057 100.00% 8.766%

72 23.921 3518 3525 3539 rVB2 3717482 7855149 84.07%  7.369%

Sum of corrected areas: 106598411
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013194.D

Acqg On : 21 Dec 2022 07:15
Operator : CG/JU

Sample : N5984-07

Misc

ALS vial : 76 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP013194.D\data.ms
6000000

5000000

4000000

3000000

10.763
1 7.952 8.663 10.381

2000000 7.1107.48
7.275

9.122 904
9.846
1000000 3.769 5.040
8334 | 39993 4.475 f\ 5 16 781 522 | 1010691 11.254 551

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP013194.D\data.ms
6000000 19.680

o

5000000
15.586 17.451

14.287 17.351
4000000 1 500
13.998
3000000

2000000

15.7
1000000 14.792 94,951

8.216
o EARA2515 1378,86337 481 1459810 828166788522 11000817 53928904, 18.633 1999250
A e e

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP013194.D\data.ms
6000000 21.439

23.757

5000000 23.921

4000000

3000000

2000000 21.127

22.069

1000000

o

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013194.D

Acqg On : 21 Dec 2022 07:15
Operator : CG/JU

Sample : N5984-07

Misc

ALS vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.040 6.04 ng/ul 933778 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 32
5A

cetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 315 (5.040 min): BP013194.D\data.ms (-309) (-) m/z 43.00 100.00%
43.0
5000
101.1 R R ANERRERE RS
J 4.80 5.00 5.20 5.40
ol by 1622221.1281.6341.24015 5027 m/z 59.16  56.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LUBLEL L B B I IR B

4.80 5.00 5.20 5.40
m/z 101.05 19.36%

J 101.0
O‘\JHIV‘%[1\\‘\‘1\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
4.80 5.00 5.20 5.40
5000 m/z 58.60  14.93%
101.0
Ol e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- R AARRRRREREEEE R
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.61%
5000
101.0
o"*, T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013194.D

Acqg On : 21 Dec 2022 07:15
Operator : CG/JU

Sample : N5984-07

Misc

ALS vial : 76 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.951 5.21 ng/ul 1349960  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2170 (15.951 min): BP013194.D\data.ms (-2162) (- m/z 104.95 100.00%
105.0
182.1
5000
P
a9 16.00
Ofrorpeder b L2523 854.94150 49115481 n/; 76.95  66.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 T 7
16.00
m/z 182.10 57.89%
27.0 | P
O \\‘\‘\‘\\l\\‘\\\\r\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
e
182.0 16.00
5000 ’ m/z 51.00 28.32%
S
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 ﬂ
Abundance #56922: Benzophenone —
105.0 16.00
m/z 50.00 8.77%
5000 182.0
L A R e o B R B R R Pl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013194.D

Acqg On : 21 Dec 2022 07:15
Operator : CG/JU

Sample : N5984-07

Misc

ALS vial : 76 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 2
R.T. EstConc Area Relative to ISTD R.T.
21.127 5.45 ng/ul 1796020  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Cyclopentadecane 210 C15H30 000295-48-7 93
5 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93

Abundance Scan 3050 (21.127 min): BP013194.D\data.ms (-3046) (-  m/z 57.10 100.00%

57.1
5000
151 A\ T ‘ T T ‘ T
‘ 207.0 2811 21.00 21.50
om‘ \H‘«qwmmwm - 355.1412.647505334 /7 43.e5  93.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
53.0
5000 e —
21.00 21.50
’ m/z 55.05 87.97%
0\\J‘\l\‘\\\\l“‘\\h\‘\‘]\_\8\2\‘0\\\\‘2\\8\0\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
—r= =
21.00 21.50
5000 m/z 83.10 80.22%
125.0
252.0
ol im0 20 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T =
57.0 21.00 21.50
m/z 69.05 71.67%
5000
125.0
o"‘%1?32'0‘292-0364'0 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013194.D

Acqg On : 21 Dec 2022 07:15
Operator : CG/JU

Sample : N5984-07

Misc

ALS Vvial : 76 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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-... 5.040 6.0 ng/ul 933778 1 7.952 3091310 20.0
Benzophenone 15.951 5.2 ng/ul 1349960 3 14.592 5186050 20.0
(DEL) Alkane: S... 21.127 5.5 ng/ul 1796020 5 21.439 6592070 20.0
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