LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49

Operator : JU/CG

Sample : M5191-03 :
Misc : [TP-(3.5-7.0)-12-21-2021

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126353.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.869 295 303 309 rBv2 14110 22179 1.07% 0.107%
2 4,393 389 392 397 rBV 26083 30868 1.49% 0.149%
3 5.016 492 498 508 rBV 218109 278217 13.44% 1.345%
4 5.428 563 568 579 rBV 2091037 2034121 98.25% 9.832%
5 6.439 736 740 752 rBV 1957894 2070250 100.00% 10.007%
6 6.816 800 804 807 rBV 791571 613369 29.63%  2.965%
7 7.375 890 899 902 rBV 1553365 1314030 63.47% 6.351%
8 7.416 904 906 910 rVB 31687 28627 1.38% 0.138%
9 8.098 1017 1022 1025 rBV 850781 735336 35.52% 3.554%
10 8.528 1091 1095 1100 rBV 44233 41803 2.02% 0.202%
11  8.698 1120 1124 1128 rVB 68619 58648 2.83% 0.283%
12 9.128 1194 1197 1201 rVB 53500 42815 2.07% 0.207%
13 9.175 1201 1205 1208 rBV 2234650 1821799 88.00%  8.806%
14  9.257 1216 1219 1224 rBV 104362 109593 5.29% 0.530%
15 9.322 1228 1230 1236 rVB6 14852 21771 1.05% ©.105%
16 9.516 1259 1263 1265 rBv2 23844 22282 1.08% 0.108%
17 9.580 1269 1274 1276 rBV2 62349 72443  3.50% 0.350%
18 9.727 1294 1299 1302 rBV4 15224 31189 1.51% 0.151%
19 9.792 1307 1310 1314 rWV 83522 71441 3.45% 0.345%
20 9.851 1314 1320 1324 rVV 861572 700602 33.84%  3.386%
21 9.886 1324 1326 1329 rVB 36120 28636 1.38% 0.138%
22 10.027 1343 1350 1352 rBV4 11983 25458 1.23% 0.123%
23 10.057 1352 1355 1357 rVB2 25636 24533  1.19% 0.119%
24 10.263 1387 1390 1392 rBV2 24000 25234  1.22% 0.122%
25 10.286 1392 1394 1397 rVB 67516 58077 2.81% 0.281%
26 10.510 1429 1432 1435 rW 42044 39316 1.90% 0.190%
27 10.563 1437 1441 1444 rVB4 18131 22836 1.10% 0.110%
28 10.639 1450 1454 1458 rBV 931641 820885 39.65% 3.968%
29 10.763 1472 1475 1476 rBV 76563 61366 2.96% 0.297%
30 11.204 1544 1550 1553 rBV2 146841 172124 8.31% 0.832%
31 11.239 1553 1556 1558 rvw2 52757 61366 2.96% 0.297%
32 11.263 1558 1560 1563 rVB 36472 29451 1.42% 0.142%
33 11.339 1569 1573 1575 rBV 818911 717248 34.65% 3.467%
34 11.363 1575 1577 1580 rVV 288441 231889 11.20% 1.121%
35 11.410 1580 1585 1589 rVB2 76682 96307 4.65% 0.466%
36 11.504 1600 1601 1607 rVB3 19159 24147 1.17% 0.117%

8270-BF121521.M Mon Dec 27 17:49:41 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49

Operator : JU/CG

Sample : M5191-03 :
Misc : [TP-(3.5-7.0)-12-21-2021

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.569 1607 1612 1614 rBV2 33236 40162 1.94% 0.194%
38 11.639 1621 1624 1627 rBV 55450 45776  2.21% ©0.221%
39 11.739 1638 1641 1648 rVB7 30067 42140 2.04% 0.204%
40 11.804 1648 1652 1655 rBv4 19464 34180 1.65% 0.165%
41 11.839 1655 1658 1660 rBvV 40266 35812 1.73% 0.173%
42 11.869 1660 1663 1667 rVB 84298 65347 3.16% 0.316%
43 11.904 1667 1669 1672 rBV2 37553 38981 1.88% ©0.188%
44 11.951 1672 1677 1679 rBV2 68561 95604 4.62% 0.462%
45 12.021 1686 1689 1691 rBV 45314 48753  2.35% 0.236%
46 12.045 1691 1693 1696 rVB 48122 38440 1.86% 0.186%
47 12.157 171e 1712 1717 rVB5 29697 34792 1.68% 0.168%
48 12.321 1737 1740 1743 rBV3 36447 51798 2.50% 0.250%
49 12.386 1747 1751 1754 rBvV3 47379 69570 3.36% 0.336%
50 12.433 1754 1759 1763 rVB3 71513 95721 4.62% 0.463%
51 12.474 1763 1766 1771 rBV2 38512 49206 2.38% ©0.238%
52 12.551 1775 1779 1782 rBV 784948 664939 32.12% 3.214%
53 12.580 1782 1784 1793 rVB4 106259 185138 8.94% 0.895%
54 12.780 1811 1818 1821 rBV 703742 711274 34.36%  3.438%
55 12.827 1824 1826 1831 rVB3 52074 66092 3.19% 0.319%
56 12.898 1836 1838 1839 rBV 28271 21622 1.04% 0.105%
57 12.927 1839 1843 1846 rBV 2078791 1882534 90.93% 9.099%
58 12.992 1851 1854 1859 rBV3 58257 98402 4.75% 0.476%
59 13.110 1871 1874 1876 rVB 62557 57510 2.78% 0.278%
60 13.168 1881 1884 1887 rVB3 74406 85163 4.11% 0.412%
61 13.210 1888 1891 1894 rBV 62241 79421 3.84% 0.384%
62 13.410 1922 1925 1931 rVB 319227 287268 13.88% 1.389%
63 13.510 1939 1942 1944 rVB3 58681 48788 2.36% 0.236%
64 13.904 2005 2009 2017 rBV5 149967 418909 20.23% 2.025%
65 13.980 2017 2022 2024 rVV2 795379 1047331 50.59% 5.062%
66 14.004 2024 2026 2029 rVB 286343 224836 10.86% 1.087%
67 14.157 2049 2052 2056 rBvV2 72285 84163 4.07% 0.407%
68 14.457 2101 2103 2106 rBV2 90678 80944 3.91% 0.391%
69 15.009 2194 2197 2207 rVB 236712 452004 21.83% 2.185%
70 15.309 2245 2248 2254 rVB 131467 166700 8.05% 0.806%
71 15.368 2255 2258 2264 rVB 171798 191066 9.23% 0.924%

72 15.433 2265 2269 2272 rBV 410289 487870 23.57% 2.358%

Sum of corrected areas: 20688512
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Dec 2021 19:49

: M5191-03

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
BF126353.D

Ju/CaG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF126353.D\data.ms
5.428

6.439

7.375

6.816

5.016

3.869 4.393 416

0
Time-->
Abundance

2000000

1500000

1000000

500000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF126353.D\data.ms

9.

175 12.927

8.098

0
Time-->
Abundance

2000000

1500000

1000000

500000{

R
.50

A ~ \ A A\ N
T i B B e e B e e s et T
10.00 10.50 11.00
TIC: BF126353.D\data.ms

11 12.00

13.980

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49
Operator : JU/CG

Sample : M5191-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.016 9.07 ng 278217 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetone 58 C3H60 000067-64-1 9
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 498 (5.016 min): BF126353.D\data.ms (-492) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1 T T T T T T
83.0 4.60 4.80 5.00 5.20 5.40
Ot et e e m/Z 59.00 55.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | L LR B R
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.10  18.85%
O \\\‘\f‘f‘f‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #242: Acetone
43.0
R A REARaREE T
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.58%
58.0
15.0 27‘0 |
o+t e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R A REARAREET
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.42%
5000
101.0
ol 120 310 °39 700 86,0
R Ea T e R e RAARARRaR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49
Operator : JU/CG

Sample : M5191-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.257 3.13 ng 109593  Acenaphthene-di10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
3 Tetradecane 198 C14H30 000629-59-4 64
4 Octacosane 394 (C28H58 000630-02-4 59
5 Dodecane 170 C12H26 000112-40-3 59

Abundance Scan 1219 (9.257 min): BF126353.D\data.ms (-1216) (-) m/z 57.05 100.00%
57.0

5000
85.0
e
h [ 1111 1371 193.1 9.00 9.20 9.40 9.60
O bbbl S A e M/Z 43.05 68.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 L L I L LI L B
9.00 9.20 9.40 9.60
290 85.0 m/z 71.05 51.13%
0 ‘\ ““ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
dasdandl-shiilss it
9.00 9.20 9.40 9.60
m/z 85.05 30.69%
5000 85.0 /
29.0 141.0
O 0 O O B 1S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane P e e
57.0 9.00 9.20 9.40 9.60
m/z 41.00 29.38%
5000 85.0
29.0
oMm‘\‘mHHWW“wﬁ%ﬁ-?ﬁf‘&?&@9-9&?"?-‘9”“”‘
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49
Operator : JU/CG

Sample : M5191-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Tritetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.580 2.07 ng 72443  Acenaphthene-dile 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 83
2 Tetracosane 338 (C24H50 000646-31-1 83
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72

Abundance Scan 1274 (9.580 min): BF126353.D\data.ms (-1269) (-) m/z 57.10 100.00%

57.1
5000
T \
It o
ol M/z 71.85  88.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 Sl :
9.50
m/z 43.05 75.92%
0 \ I’hhlﬂzm 197.0 267.0337.0  463.0 533.0 604.(
\\\\‘\\\\‘\\\1‘\TV\‘W\\f‘\\r\‘T\\1"\\1\‘\f\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0
T \
9.50
5000 ITI/Z 85.10 40.71%
27.0
ol il Sorozer03380
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- : ‘M ‘
57.0 9.50
m/z 41.00 32.56%
h Mw
o‘JﬂFT-\OM-OZ%-O, o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49
Operator : JU/CG

Sample : M5191-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.792 2.04 ng 71441  Acenaphthene-d10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Nonadecane 268 C19H40 000629-92-5 78
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 1310 (9.792 min): BF126353.D\data.ms (-1307) (-) m/z 57.05 100.00%
57.0
— —
9.50 10.00
112.2
Obrreprrretl e AL m/z 43.05 68.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane
57.0
5000 . —
85.0 9.50 10.00
29.0 m/z 71.05 64.04%
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH’\H\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0
—— —
9.50 10.00
5000 m/z 85.05 38.14%
85.0
29.0
0 “ \ H\ H\ iA \11\30 141.0 169.0 226.0
AR A AARRRAR ST R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane i —
57.0 9.50 10.00
m/z 41.00 28.27%
85.0
5000
. L 10016801970 2000
“W‘H‘_‘H‘H‘w‘u‘_‘H‘H‘W‘H‘W“w‘u‘_‘u‘u‘w“ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49

Operator Ju/caG

Sample : M5191-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Tris(2-chloropropyl) phosphate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.204 4.80 ng 172124  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tris(2-chloropropyl) phosphate 326 C9H18C1304P 006145-73-9 91
2 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 90
3 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 52
4 1,3-Dimethylbutyl methylphosphon... 182 C7H16F02P 000352-53-4 38
5 2-Butyl methylphosphonofluoridate 154 C5H12FO02P 000352-52-3 38

Abundance Scan 1550 (11.204 min): BF126353.D\data.ms (-1544) (.  m/z

99.00 100.00%

41.0 99.0
5000
157.0 201.0
Lo seyemrel
‘ ‘M‘ ‘ ‘ ‘ 234.9 ‘ 11.00 11.50
ob bbb e gz 12588 95.84%
miz--> 50 100 150 200 250 300
Abundance #232388: Tris(2-chloropropyl) phosphate
125.0
41.0
5000 g e
11.00 11.50
77.0 1.0 277.0 m/z 41.e0  90.17%
159.0 ‘
0Ll ‘ \‘\‘M T .l ‘\‘ T “\ T ‘\ \“‘\ T “ \‘\2:\3"‘5\.0’ T ‘\‘ i ‘31\3|
miz--> 50 100 150 200 250 300
Abundance #232392: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
— —
11.00 11.50
5000 m/z 157.00  36.40%
41.0 201.0 277.0
77.0
90
‘ ‘ 2350
oLyl Ll ‘ : N M R
miz--> 50 100 150 200 250 300 (\
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phospt R S L
99.0 11.00 11.50
m/z 57.00 35.59%
5000/ 410 157.0
‘ ‘ 201.0
ol AL L2380 20 2 Tl W
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49
Operator : JU/CG

Sample : M5191-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.951 2.67 ng 95604  Phenanthrene-d1e 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 60
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 Methyl diselenide 190 C2H6Se2 007101-31-7 38
4 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 37
5 9,9'-Biphenanthrene, octacosahydro- 382 C28H46 055334-18-4 27

Abundance Scan 1677 (11.951 min): BF126353.D\data.ms 1672)( m/z 189.05 100.00%

5000

57.0

127.0

0’ m/z 190.05 97.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64924: 4H-Cyclopenta[def]phenanthrene
190.0
12.00
95.0 m/z 192.10 52.16%
oL 390 80 | 11501370 1630
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
el
12.00
5000 94.70 41.62%
94.0
163.0
o‘_m_H‘_m“u“‘_m_m,uH,“H‘,‘Mu_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64931: Methyl diselenide
190.0 1200

m/z 191.10  39.27%

93.0
160.0
29.0 ‘
0 L, \‘ | u“\ h‘\‘ [y I,

m/z--> 20 40 60 80 100 120 140 160 180 200 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49
Operator : JU/CG

Sample : M5191-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 wunknownl2.433 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.433 2.67 ng 95721  Phenanthrene-d1e 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 43
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 38
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 38
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 38
5 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 38

Abundance Scan 1759 (12.433 min): BF126353.D\data.ms (-1754) ( m/z 57.05 100.00%
57.0

‘ ‘ 189.1 910 12:50
0Ll ‘\H‘m\!\ %mh"%hu i ‘\Hh\ mqhh\’m\‘ Iy “\ ’\h‘%‘ e e m/z 43.00 66.52%
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 L
12.50
m/z 71.10 55.95%
99.0
O J\-8\.d\ ‘ “‘\ ‘!‘ \“‘\ “" \“ T %4\‘1’0‘\ T T 2’1\2.\0\ T ’ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
——
12.50
5000 m/z 85.05  43.22%
99.0 183.0
ol b1 P20 0 TP e W
miz--> 50 100 150 200 250 300
Abundance #193300: Dodecane, 1-iodo- 7
57.0 12.50
m/z 129.00 39.38%
5000
99.0 155.0
I R 1 T -
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49
Operator : JU/CG

Sample : M5191-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.410 5.49 ng 287268  Chrysene-di2 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
2 Palmitoleamide 253 C16H31NO 106010-22-4 83
3 Octanamide 143 C8H17NO 000629-01-6 72
4 7-Nonenamide 155 C9H17NO 090949-53-4 64
5 Hexadecanamide 255 C16H33NO 000629-54-9 64

Abundance Scan 1925 (13.410 min): BF126353.D\data.ms (-1922) (- m/z 59.00 100.00%
54.0

5000 ﬂJ¥
‘ 1350
98.0
ol ALl iy 2401 18422181 2811 . 25 09 63.88%
m/z--> 50 100 150 200 250 300
Abundance #174774: 9-Octadecenamide, (Z)-
59.0
5000 L
13.50
m/z 55.00 31.35%
126.0 281.0
Ot \‘ “”H ‘L‘ ‘W%H‘P ‘1““\“‘\ s “\ \18\‘4\0‘ T \2\3§? Tl \“ L
m/z--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide
59.0
—
13.50
5000 ITI/Z 41.00 25.04%
‘ 126.0 530
0 ‘2‘7\"0\‘\“ | ‘\L“ \‘ﬁ?’m\‘p ‘1““ ‘\L\‘ i ‘\1‘68‘0‘ ‘2‘110"0‘ . ‘\ ‘ ——
m/z--> 50 100 150 200 250 300
Abundance #23422: Octanamide —
59.0 13.50
m/z 43.10 23.16%
- Wwwwﬁw%nMﬂAAwﬁwwwﬂj
27.0”‘ 1000 1430
e —
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49

Operator : JU/CG

Sample : M5191-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT 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 9 3-Eicosene, (E)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.904 8.00 ng 418909  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
2 n-Nonadecanol-1 284 C19H400 001454-84-8 87
3 Cycloeicosane 280 C20H40 000296-56-0 83
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 83

5 Trichloroacetic

acid, hexadecyl ...

386 C18H33C1302

Abundance Scan 2009 (13.904 min): BF126353.D\data.ms (-2005) (-]
57.0

074339-54-1 81

m/z 57.05 100.00%

97.1
5000
——
LI J 2891 1881 2301 2800 320, 14.00
0 bt sy m R LSRR m/z 83.85 0 90.42%
m/z--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 LA
14.00
m/z 43.05 86.45%
0 24L0 T “ ‘\‘ \‘H“ ‘\“ ﬂ‘\s?(‘)‘\ %8\2\0‘ \22\4\0\ T \2\89\0‘ T
m/z--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0 —
14.00
5000 m/z 55.05 79.10%
25.0
AIIR R RN T T I
m/z--> 50 100 150 200 250 300
Abundance #173728: Cycloeicosane —
55.0 14.00
m/z 69.10 79.10%
97.0
5000
o 1390 1820 2200 2800 i
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49
Operator : JU/CG

Sample : M5191-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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@ Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.310 6.83 ng 166700  Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 94
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benzo[e]pyrene 252 C20H12 000192-97-2 93
5 Perylene 252 C20H12 000198-55-0 93

Abundance Scan 2248 (15.309 min): BF126353.D\data.ms (-2245) (1  m/z 252.10 100.00%

252.1
5000
125.1
81.0 h 179.1 305.1 360.3400. 15.00 1550
ofLL O30 gl Aror Ll 3051 360.3400. ., )5e.10  27.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0
5000 T T ‘W
15.00 15.50
m/z 253.10 23.82%
126.0
O 740 \‘ \“ 200'0 n il
\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene
252.0
— s
15.00 15.50
5000 ITI/Z 125.10 18.24%
126.0
039.0 83.0 ‘\‘ 200.0 ‘H‘
R e e T R
miz--> 50 100 150 200 250 300 350 400
Abundance #138565: Benzo[K]fluoranthene — —
252.0 15.00 15.50
m/z 126.00 13.65%
5000
126.0
69.0 H “
oA Ao e e e — "
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122321\
Data File : BF126353.D

Acqg On : 23 Dec 2021 19:49
Operator : JU/CG

Sample : M5191-03

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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-... 5.016 9.1 ng 278217 1 6.816 613369 20.0
Hexadecane 9.257 3.1 ng 109593 3 9.851 700602 20.0
Tritetracontane 9.580 2.1 ng 72443 3 9.851 700602 20.0
Tetradecane 9.792 2.0 ng 71441 3 9.851 700602 20.0
Tris(2-chloropr... 11.204 4.8 ng 172124 4 11.339 717248 20.0
4H-Cyclopenta[d... 11.951 2.7 ng 95604 4 11.339 717248 20.0
unknown12.433 12.433 2.7 ng 95721 4 11.339 717248 20.0
9-Octadecenamid... 13.410 5.5 ng 287268 5 13.980 1047330 20.0
3-Eicosene, (E)- 13.904 8.0 ng 418909 5 13.980 1047330 20.0
Benzo[e]pyrene 15.310 6.8 ng 166700 6 15.433 487870 20.0
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