LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\

Data File : BP@17351.D

Acqg On : 26 Sep 2023 08:52

Operator : MA/JU

Sample 1 04472-11

Misc :

ALS Vvial : 43 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-BP092023.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@17351.D\data.ms

peak R.T. first

# min
1 3.299
2 3.728
3 3.846
4 3.916
5 4.011
6 4.040
7 4.358
8 4.852
9 4.975
10 5.275
11 5.381
12 5.411
13 5.540
14 5.634
15 5.722
16 5.846
17 5.940
18 6.075
19 6.334
20 6.381
21 6.493
22 6.616
23 6.705
24 6.828
25 6.881
26 6.993
27 7.081
28 7.234
29 7.269
30 7.446
31 7.552
32 7.710
33 7.922
34 8.005
35 8.375
36 8.434

scan
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last
scan
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914

PK  peak
TY height
rBv 42482
rBv 612905
rvv4 11931
rvws3 13711
rBveé 8087
rvB 17740
rvBe 14208
rvBo 4196
rBv2 11051
rBv4 8987
rBv5s 6464
rvB2 9481
rvB4 7571
rBv7 5988
rvB6 7915
rvB 19137
rvB7 6319
rBv8 4889
rBvie 4697
rvB7 8089
rBv7 7216
rvB8 5988
rBv7 11491
rBv4 10277
rvB1e 8347
rvB3 13298
rBV 775081
rBv4 18207
rvB 623071
rVB 830496
rvB1e 9173
rBv7 6576
rBv 694987
rv4 5029
rBv4 10529
rvB9S 11671

corr.

area
51024
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17351.D

Acqg On : 26 Sep 2023 08:52
Operator : MA/JU

Sample 1 04472-11

Misc :

ALS Vvial : 43 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-BP092023.MA.M
Title : SVOA CALIBRATION
37 8.504 914 921 924 rBV6 9129 16544 0.30% 0.031%
38 8.534 924 926 931 rvB6 9525 14204 0.25% 0.027%
39 8.640 931 944 960 rBV 835008 1421284 25.45% 2.682%
40 8.846 976 979 984 rVB5 7816 10896 0.20% 0.021%
41  8.963 994 999 1002 rBV5 10480 170659 0.31% 0.032%
42 9.004 1002 1006 1012 rVV9 5919 12902 0.23% 0.024%
43 9.081 1012 1019 1021 rVv2 24260 41700 0.75% 0.079%
44  9.122 1021 1026 1041 rVV 753589 1212210 21.71% 2.287%
45  9.246 1041 1047 1051 rVV9 7325 15639 0.28% 0.030%
46 9.316 1054 1059 1066 rVBlo 10810 20898 ©0.37% 0.039%
47  9.657 1115 1117 1121 rVB5 5671 7389 0.13% 0.014%
48 9.716 1121 1127 1128 rBV6 5633 9703 0.17% 0.018%
49 9.840 1141 1148 1155 rVWV 568889 946156 16.94% 1.785%
50 9.922 1160 1162 1167 rVV6 9536 14225 0.25% 0.027%
51 9.998 1171 1175 1181 rVB7 7862 12864 0.23% 0.024%
52 10.187 1203 1207 1211 rVB4 7194 11266 0.20% 0.021%
53 10.363 1229 1237 1251 rBV 1005775 1725651 30.90% 3.256%
54 10.522 1259 1264 1270 rBV9 9010 13574 0.24% 0.026%
55 10.634 1279 1283 1288 rVB2 23047 33219 0.59% 0.063%
56 10.746 1295 1302 1309 rBV 953159 1566343 28.05% 2.956%
57 10.804 1309 1312 1318 rVB5 14516 27981 ©0.50% 0.053%
58 10.910 1318 1330 1347 rBV 839778 1485324 26.60% 2.803%
59 11.140 1365 1369 1377 rVB 6018 15029 0.27% 0.028%
60 11.316 1396 1399 1406 rVB9 6879 8528 0.15% 0.016%
61 11.387 1406 1411 1416 rBV7 9636 20551 0.37% 0.039%
62 11.498 1427 1430 1436 rVB8 8482 14695 0.26% 0.028%
63 11.575 1439 1443 1447 rBV7 7228 11544 0.21% 0.022%
64 11.681 1458 1461 1467 rVB4 13575 17927 0.32% 0.034%
65 11.822 1481 1485 1488 rVB6 5591 7497 0.13% 0.014%
66 11.881 1491 1495 1502 rBV1e 9101 18842 0.34% 0.036%
67 12.087 1526 1530 1536 rVB 25103 36997 0.66% 0.070%
68 12.216 1549 1552 1559 rVB9 7534 14846 0.27% 0.028%
69 12.334 1568 1572 1576 rVvVv2 19571 28303 0.51% 0.053%
70 12.410 1580 1585 1588 rBV5 8524 10483 0.19% 0.020%
71 12.622 1617 1621 1626 rBV7 7625 12760 0.23% 0.024%
72 12.728 1634 1639 1641 rBVS5S 8338 13327 0.24% 0.025%
73 12.828 1653 1656 1663 rVB9 9274 15667 ©0.28% 0.030%
74 12.904 1666 1669 1675 rVB8 10745 16419 0.29% 0.031%
75 12.992 1678 1684 1689 rBV9 7077 15426 0.28% 0.029%
76 13.040 1689 1692 1696 rVB6 6352 8746 0.16% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17351.D

Acqg On : 26 Sep 2023 08:52
Operator : MA/JU

Sample 1 04472-11

Misc :

ALS Vvial : 43 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-BP092023.MA.M
Title : SVOA CALIBRATION

77 13.163 1709 1713 1716 rBV6 6494 11916 0.21% 0.022%
78 13.334 1737 1742 1746 rBV2 29163 40949 0.73% 0.077%
79 13.428 1753 1758 1766 rVB3 63043 102400 1.83% 0.193%
80 13.516 1766 1773 1776 rBV8 6926 15775 0.28% 0.030%
81 13.728 1804 1809 1812 rBV7 10457 19644 0.35% 0.037%
82 13.904 1835 1839 1842 rVB6 13075 20211 0.36% 0.038%
83 13.957 1846 1848 1849 rVV2 9935 9039 0.16% 0.017%
84 13.998 1849 1855 1868 rVV 1878759 2644114 47.34%  4.989%
85 14.122 1871 1876 1879 rBV7 5640 9000 0.16% 0.017%
86 14.287 1897 1904 1912 rBV 2228893 3215141 57.57% 6.067%
87 14.416 1922 1926 1929 rVB 29032 36517 ©0.65% 0.069%
88 14.587 1948 1955 1963 rVB 1467337 2079377 37.23%  3.924%
89 14.816 1989 1994 2008 rBV 254398 495891 8.88% 0.936%
90 15.334 2058 2082 2083 rBvV2 189828 936019 16.76% 1.766%
91 15.586 2118 2125 2135 rVB 2560880 3995182 71.54% 7.539%
92 15.716 2142 2147 2152 rBV 152925 212103 3.80% 0.400%
93 16.239 2233 2236 2243 rVB3 33563 51629 0.92% 0.097%
94 17.357 2420 2426 2432 rBV 1852090 2552889 45.71% 4.817%
95 17.457 2437 2443 2451 rBV2 3205762 4468163 80.00%  8.431%

96 19.704 2819 2825 2834 rBV 4245427 5584881 100.00% 10.538%
97 21.127 3064 3067 3080 rVB4 225601 490773  8.79% .926%
98 21.463 3119 3124 3130 rBV 2079805 2750814 49.25% 5.191%
99 23.810 3516 3523 3535 rVB2 2716462 5457092 97.71% 10.297%
100 23.974 3545 3551 3560 rVB 1399543 2927894 52.43% 5.525%

o

Sum of corrected areas: 52996339
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 26 Sep 2023 08:52
: MA/JU
: 04472-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
BPO17351.D

: 43  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP017351.D\data.ms

10.36310 616
7446 8.640 10
3.728 7T§ 7.922 9.122
3.299  3BAGMDI 358  4.8577% SEESEBEMRA07 6 FIRITER JL 55214\005 2981 870.6 538041 11 BIABES

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP017351.D\data.ms
19.704

17.457

15.586

14.287

14.587

l4 816
1/3ﬁ 716 162L\/\J ww

0
Time-->

12.00 12.50 1300 1350 14.00 14.50 1500 15.50 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP017351.D\data.ms

23.810

21.463

3.974

21.127
Mf\

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\BP092523\
Data File : BP@17351.D

Acqg On : 26 Sep 2023 08:52
Operator : MA/JU

Sample 1 04472-11

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Hexathiane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.334 9.00 ng/ul 936019  Acenaphthene-dile 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 94
2 Hexathiane 192 S6 013798-23-7 91
3 Hexathiane 192 S6 013798-23-7 91
4 Cyclic octaatomic sulfur 256 S8 010544-50-0 9
5 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9
Abundance Scan 2082 (15.334 min): BP017351.D\data.ms (-2058) (- m/z 63.90 100.00%
63.9
191.8
5000
127.9 = ——
¥ ‘ 15.00 15.50
Ol 2800 3581 46185254 /7 191.80  70.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67525: Hexathiane
192.0
64.0
5000 — —
128.0 15.00 15.50
m/z 127.90  22.25%
\\\‘\‘\\\\‘\\4\‘\\\ “\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67523: Hexathiane
64.0 192.0
== ——
15.00 15.50
5000 m/z 193.80 18.31%
128.0
w“m‘wmw_m_mw‘,WWWH,W_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67524: Hexathiane — —
64.0 192.0 15.00 15.50
m/z 65.90 13.66%
5000 128.0 JJL
A ) Y S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17351.D

Acqg On : 26 Sep 2023 08:52
Operator : MA/JU

Sample 1 04472-11

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 (DEL) Alkane: Cyclic21.127 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.127 3.57 ng/ul 490773  Chrysene-di12 21.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 89
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
4 1-Nonadecene 266 C19H38 018435-45-5 86
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 83

Abundance Scan 3067 (21.127 min): BP017351.D\data.ms (-3064) (- m/z 83.10 100.00%

83.1
5000

——
| l 207.0 21.00 21.50

Doty 338.2407.2478.0548.3 9
Ao by PEECAOT2OI0 05483 m/z 69.85  92.20%

m/z--> 0 50 100150 200 250 300 350400 450500550 600 650
Abundance #104594: Cyclohexadecane
55.0

5000 — e
21.00 21.50

m/z 97.10  83.39%

5.0
‘ l 224.0
‘\\‘\L“HH‘H\'\‘”HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

T
21.00 21.50

5000 m/z 55.10 83.01%
| Hﬁ.‘ o0 3690 6481 WWA*WW
e et e e e e
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #245846: Trifluoroacetoxy hexadecane T —
57.0 21.00 21.50

m/z 43.10 76.32%

o /\W}b/

| “ 60196.0269.0

T T
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092523\
Data File : BP@17351.D

Acqg On : 26 Sep 2023 08:52
Operator : MA/JU

Sample 1 04472-11

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@92023.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|
Hexathiane 15.334 9.0 ng/ul 936019 3 14.586 2079380 20.0
(DEL) Alkane: C... 21.127 3.6 ng/ul 490773 5 21.463 2750810 20.0
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