LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc :

ALS Vvial : 15 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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139406.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 8 16 24 rVB 762185 1170372 83.68% 8.558%
2 3.387 215 220 239 rBV 23927 61171 4.37% 0.447%
3 3.969 314 319 328 rVB 11027 16501 1.18% 0.121%
4 5.099 502 511 520 rBV 58594 90066 6.44% 0.659%
5 5.363 551 556 561 rBV 30134 36678 2.62% 0.268%
6 5.499 569 579 584 rBV 1030628 1398680 100.00% 10.227%
7 5.728 610 618 622 rVB2 26626 37673 2.69% 0.275%
8 6.404 729 733 736 rBV 11428 14056 1.00% 0.103%
9 6.504 740 750 755 rBV 1015292 1381314 98.76% 10.100%
106 6.704 779 784 789 rBV2 85266 115761 8.28%  0.846%
11 6.875 808 813 818 rBV 326165 407781 29.15%  2.982%
12 6.934 819 823 827 rBV2 12854 15324 1.10% 0.112%
13 7.057 840 844 848 rVB 18735 21551 1.54% 0.158%
14 7.134 853 857 863 rW 38629 51076 3.65% 0.373%
15 7.440 900 909 913 rBV 689068 894881 63.98% 6.543%
16 7.693 946 952 958 rVB2 23374 36753 2.63% 0.269%
17 7.904 980 988 992 rBV6 24248 42919 3.07% ©0.314%
18 7.945 992 995 1005 rVB7 9776 19043 1.36% 0.139%
19 8.157 1017 1031 1034 rBV 382222 615911 44.04% 4.503%
20 8.469 1076 1084 1088 rBV 68424 94332 6.74% 0.690%
21 8.745 1127 1131 1135 rBV 23280 27754 1.98% 0.203%
22 8.869 1148 1152 1157 rVB 120413 145788 10.42% 1.066%
23 8.969 1164 1169 1173 rVB 66677 79055 5.65% 0.578%
24 9.175 1201 1204 1208 rVB 12525 14192 1.01% 0.104%
25 9.234 1208 1214 1219 rBV 1096259 1343891 96.08% 9.826%
26 9.310 1223 1227 1234 rBvV2 43101 72763 5.20% 0.532%
27  9.498 1254 1259 1263 rBV 28861 44334  3.17% 0.324%
28 9.569 1267 1271 1273 rBV 32398 40091 2.87% ©0.293%
29 9.628 1278 1281 1288 rVB3 32592 48227 3.45% 0.353%
30 9.687 1288 1291 1294 rBV 13754 18683 1.34% 0.137%
31 9.775 1301 1306 1310 rBV4 13692 20792 1.49% 0.152%
32 9.839 1310 1317 1321 rWV 56121 80073 5.72% 0.585%
33  9.910 1321 1329 1333 rVV 348059 461940 33.03% 3.378%
34 9.945 1333 1335 1340 rVV2 24542 27749 1.98% 0.203%
35 10.004 1340 1345 1351 rVB3 35552 61448 4.39%  0.449%
36 10.069 1351 1356 1358 rBV5 9268 15005 1.07% 0.110%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc :

ALS Vvial : 15 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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.110 1359 1363 1367 rVB2 22856 33894  2.42%  0.248%
38 10.157 1367 1371 1376 rVB4 18784 28267 2.02% 0.207%
39 10.339 1394 1402 1406 rBV 65644 95006 6.79% 0.695%
40 10.457 1418 1422 1428 rBV 28134 40423 2.89% 0.296%
41 10.557 1434 1439 1445 rBV 34321 51562 3.69% 0.377%
42 10.622 1445 1450 1456 rvV 46696 65356 4.67% 0.478%
43 10.698 1457 1463 1475 rVB 495157 654743 46.81% 4.787%
44 10.816 1478 1483 1492 rVB 98814 177957 12.72% 1.301%
45 10.933 1499 1503 1510 rVB2 16206 24054 1.72% 0.176%
46 11.257 1554 1558 1561 rBV 45640 59928 4.28% 0.438%
47 11.286 1561 1563 1570 rVB2 31700 42313 3.03% ©0.309%
48 11.392 1576 1581 1589 rBV2 266385 417794 29.87%  3.055%
49 11.469 1590 1594 1598 rVB 41007 53365 3.82% 0.390%
50 11.628 1617 1621 1626 rVB2 17043 25657 1.83% 0.188%
51 11.686 1627 1631 1635 rVB 33783 38893 2.78% 0.284%
52 11.916 1665 1670 1678 rBv2 76291 114676 8.20% 0.838%
53 12.004 1682 1685 1693 rVB3 23186 46596 3.33% 0.341%
54 12.092 1696 1700 1704 rVB 26207 32078 2.29% 0.235%
55 12.480 1762 1766 1772 rVB 22548 30537 2.18% 0.223%
56 12.604 1783 1787 1791 rBV 58978 80041 5.72% 0.585%
57 12.645 1791 1794 1800 rVB 37734 48252  3.45% 0.353%
58 12.698 1800 1803 1810 rBV3 19041 32357  2.31% 0.237%
59 12.833 1821 1826 1832 rBv2 49758 85659 6.12% 0.626%
60 12.975 1845 1850 1858 rVB 718939 946549 67.67% 6.921%
61 13.051 1859 1863 1867 rBV7 8902 16443 1.18% 0.120%
62 13.204 1887 1889 1895 rVB2 24159 34218 2.45% 0.250%
63 13.545 1943 1947 1957 rBV2 32823 52959 3.79% 0.387%
64 13.874 1998 2003 2018 rVB 147780 243680 17.42%  1.782%
65 14.027 2024 2029 2041 rVB 240596 364408 26.05% 2.664%
66 14.192 2053 2057 2065 rBV 44057 65806 4.70% 0.481%
67 14.504 2105 2110 2122 rBV 156774 264652 18.92%  1.935%
68 14.804 2157 2161 2172 rVB 29246 54381 3.89% 0.398%
69 15.069 2203 2206 2214 rVB 16953 36339 2.60% 0.266%
70 15.145 2215 2219 2222 rBV 34943 53144 3.80% 0.389%
71 15.498 2274 2279 2290 rVB 123713 213617 15.27% 1.562%
72 15.968 2356 2359 2364 rVB 18775 27198 1.94% 0.199%

Sum of corrected areas: 13676430
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF139406.D\data.ms
5.499 6.504
1000000
800000p.187
7.440
600000
400000
6.875
200000
6.704
3.387 3.969 5099 5, ?\6; 5. 728 6. 40 03495534 7.6!
OT\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\W—FY_Y_F\T\\\ \ [ 1 T
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF139406.D\data.ms
9.234
1000000
800000 12.975
600000
10.698
400000 8.157
11.392
200000
.816 11.916
rooks || 1 fogss M}’éﬁ@j 3204
0—r—=r=r— T 7 T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11 50 12 00 12 50 13 00
Abundance TIC: BF139406.D\data.ms
1000000
800000
600000
400000
14.027
200000 13.874 14.504 15.498
13.545 14.192 14.8041 515645 15.968
—_— AN~~~
0 T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.187 57.40 ng 1170376  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 16 (2.187 min): BF139406.D\data.ms (-8) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
A E e aRamARaE T
‘ J 881 2.202.302.402.502.60
Ol B8 L 88, 4305 50.91%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T[T [T yTTTT
43.0 2.202.302.402.502.60
‘ m/z 55.10  32.47%
27.0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
B RRaNEREAT e R
2.202.302.402.502.60
5000 55.0 m/z 87.10 27.78%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
m/iz--> 0 20 40 80 100 120
Abundance #2246.Suane,teUanKthL R aRRaasaEaRaETS
73.0 2.202.302.402.502.60
m/z 41.05 17.43%
5000
43.0
0 15\.0 \‘\ H 1 ‘\ 880
T “‘,““,“““““““ AN EREAT e R
m/z--> 0 20 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknown3.387 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.387 3.00 ng 61171 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 9
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Formamide 45 CH3NO 000075-12-7 5
5 Muramic acid 251 C9H17NO7 001114-41-6 4
Abundance Scan 220 (3.387 min): BF139406.D\data.ms (-215) (-) m/z 45.10 100.00%
458.1
5000
s RN
61.0 3.00 3.20 3.40 3.60 3.80
O b e m/z 43.00  20.66%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1084: Propylene Glycol
45.0
5000 AR R RS RS

3.00 3.20 3.40 3.60 3.80
m/z 61.00 5.86%

31.0
o 190 1380 520 619690760
\\‘HH‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH\\H‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1091: R-(-)-1,2-propanediol
45.0
s BaR o
3.00 3.20 3.40 3.60 3.80
5000 ITI/Z 44.00 5.33%
29.0
0 1209 || 380‘\ 530 %10 760
rrvrripeit g Hep b e i e e ey e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #342: Isopropyl Alcohol ‘Huwm‘un‘n‘,uuw
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.10 4.72%
5000
27.0
38 ‘ 59.0
oH‘Www_W!‘!“Wﬁm"H_‘H"H:"m_meww T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.099 4.42 ng 90066 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9

Abundance Scan 511 (5.099 min): BF139406.D\data.ms (-502) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1
‘ 83.0 4.80 5.00 5.20 5.40
om,mw‘WM“Mwulu_wW_‘JH,W;_H‘_ m/z 59.10  55.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B LA AL
4.80 5.00 5.20 5.40
590 m/z 101.10  16.66%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
AR AEaEEERE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.17%
101.0
o 180 310 | °80 700 86,0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate i RARERRREL
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.59%
5000
58.0
150 570 72.0 100.0 A
O rrpr e e e e A RARERARSEEEEAR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.704 5.68 ng 115761 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
2 Butane, 1,2,4-trimethoxy- 148 C7H1603 020637-48-3 43
3 Ethane, 1-isothiocyanato-2-methoxy- 117 C4H7NOS 038663-85-3 43
4 Acetic acid, hydrazino-, ethyl e... 118 C4H10N202 000637-80-9 38
5 Phenelzine 136 C8H12N2 000051-71-8 38
Abundance Scan 784 (6.704 min): BF139406.D\data.ms (-779) (-) m/z 45.10 100.00%
45.1
105.1
5000
120.1
e ‘ 6.40 6.60 6.80 7.00 |

0b “,“‘!w‘w i ‘M‘M“\ 8P e “;“\u S m/z. 105.10  56.31%

miz--> 20 40 60 80 100 120 140

Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-

45.0
6.40 6.60 6.80 7.00
2900 72.0 m/z 59.16  30.83%
oo Ll ‘M 89.01040 1350
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz-> 20 40 60 80 100 120 140
Abundance #26705: Butane, 1,2,4-trimethoxy-
45.0
A ARRmma
6.40 6.60 6.80 7.00
5000 m/z 120.10 25.49%
103.0
71.0
ob Bl Lm0 L
miz--> 20 40 60 80 100 120 140 M\ [\
Abundance #9607: Ethane, 1-isothiocyanato-2-methoxy- AR A ey
45.0 6.40 6.60 6.80 7.00
m/z 43.05 20.42%
5000
29.0
72.0
89.0 117.0
0“1ﬂp‘wuw‘,ﬂu‘1wu‘! e R ALAnn TR
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 5 1-Phenoxypropan-2-ol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.469 3.06 ng 94332  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 53
5 2-Hexen-4-yne, 2-methyl- 94 C7H10 058275-93-7 53
Abundance Scan 1084 (8.469 min): BF139406.D\data.ms (-1076) (-) m/z 94.10 100.00%
94.1
5000
o 1521 7 SR S —
M 1190 ' 8.20 8.40 8.60 8.80
omwHmwmuu““‘m‘,m“_“H_m_‘w m/z 77.00 28.08%
m/z--> 20 40 100 120 140
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 \H‘HN‘HH‘HW\T\J\\H
8.20 8.40 8.60 8.80
7.0 1520 Mz 51.18  17.80%
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
L N L S
8.20 8.40 8.60 8.80
5000 m/z 78.10 17 .40%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— e ARRRmEEZE R
94.0 8.20 8.40 8.60 8.80
m/z 152.05 16.59%
5000
77.0 138.0
270 0
OHH‘\H \“i‘\‘\“m“\uuH‘,\H‘\‘\‘\H‘HH“ C AR ERRREEEEaREE
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Silane, trichlorooctadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.310 3.15 ng 72763  Acenaphthene-d1e 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Tridecane 184 C13H28 000629-50-5 64
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 1227 (9.310 min): BF139406.D\data.ms (-1223) (-) m/z 57.10 100.00%
57.1

=

5000
Ty
‘ 145.0 1931 9.00 9.20 9.40 9.60
[ — J“w“\ PO m/z 43.05 83.93%
m/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
5000 L B LR B B
9.00 9.20 9.40 9.60
m/z 41.10 54.23%
015.(4 L1l “\ | 1““}‘19 189.0231.0273.0315.0  386.C
\\\\‘\\\\‘\\\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0

9.00 9.20 9.40 9.60
5000 m/z 71.05 49.53%

Fg‘ 0141.0183.0226.0

o

‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 VA

Abundance #74006: Tetradecane e

57.0 9.00 9.20 9.40 9.60
m/z 85.05 33.51%

5000
i

ol b T e e N Ran e A

m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.839 3.47 ng 80073  Acenaphthene-dile 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tridecane 184 C13H28 000629-50-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1317 (9.839 min): BF139406.D\data.ms (-1310) (-) m/z 57.10 100.00%
57.1
5000
85.1
— —
9.50 10.00
113.1
Obrrrprrrtrdll et 2L 2122 m/z 43.10  85.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90190: Pentadecane
57.0
5000 — Rt
85.0 9.50 10.00
290 m/z 71.10 51.38%
O L‘ \‘\ HH\ H\ ‘\\‘ \‘11\\30‘\14‘\10‘1680 21\20
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
— —
9.50 10.00
5000 m/z 41.10 47.42%
85.0
29.0
| ‘ | | 11301410 1840
0 H‘““‘““h‘“‘H‘h“luH“‘HmH‘H‘mH‘mw\m_m_m,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane — —
57.0 9.50 10.00
m/z 85.10 35.37%
5000 85.0
29.0
113.0
oot b 00410 16901080 2000 Al Jb )
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\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknownl@.004 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.004 2.66 ng 61448  Acenaphthene-die 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecanone 170 C11H220 000112-12-9 10
2 trans-5-Methyl-2-isopropyl-2-hex... 154 C10H180 1010139-66-1 10
3 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 10
4 Decanoic acid, 2-propenyl ester 212 C13H2402 057856-81-2 10
5 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 9

Abundance Scan 1345 (10.004 min): BF139406.D\data.ms (-1340) (- m/z 43.10 100.00%
3.1
5000
101.1 137.1
69.0 T \
H | | 170.1 197.2 10.00
S ‘M‘MHJ‘_m‘uHuwmuw‘wwm_ m/z 57.10  43.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45375: 2-Undecanone
43.0
5000 = :
71.0 10.00
m/z 101.10 37.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31171: trans-5-Methyl-2-isopropyl-2-hexen-1-al
43.0
SO I
10.00
97.0 m/z 137.05 36.54%
5000 69.0
139.0
ouuw‘m “
m/z--> 20 40 60 80 100 120 140 160 180 200 A Fq
Abundance #7476: 7-Oxabicyclo[4.1.0]heptane, 1-methyl- il ‘/\ﬁ/\ ‘“ﬂﬂﬁmﬂm‘
43.0 10.00
97.0 m/z 59.10 35.63%
5000
69.0
oy Al
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 9 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.339 4.11 ng 95006  Acenaphthene-di1e 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1402 (10.339 min): BF139406.D\data.ms (-1394) (- m/z 57.10 100.00%
57.1
5000
85.1
= ——
‘ h 113.1 155.1 10.00 10.50
bl el e m/z 43.10 86.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45479: Dodecane
43.0
71.0
5000 — "
10.00 10.50
m/z 71.05 52.11%
‘ ‘ H 98.0 127.0 170.0
0 H\‘\‘H\‘HH”\“H“}\‘1\\\”‘\\”\‘\“\\.\“HH‘H\\‘\\H‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
i —
10.00 10.50
5000 m/z 41.10 44.23%
85.0
29.0
0 “ ““ | H‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #228590: Tetradecane, 1-iodo- — T
57.0 10.00 10.50
m/z 85.10 33.68%
5000
29.0
85.0
0 ‘ H‘ h‘\\ Al 11?"0\ ‘155.0 197.0
Frr e e e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 10 Benzophenone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.622 2.83 ng 65356  Acenaphthene-di0 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 62
3 Benzoylformic acid 150 C8H603 000611-73-4 58
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 52
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 50
Abundance Scan 1450 (10.622 min): BF139406.D\data.ms (-1445) (| m/z 105.85 100.00%
105.1
77.0
182.1
5000 51.0
1050  11.00
152.1 : :
126.1
L m/z 77.05  77.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 182.10  57.34%
Jzo 1260 1520 |
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\1\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30106: Benzenecarbothioic acid, S-methyl ester
105.0
an Mo
77.0 10.50 11.00
5000 m/z 51.05 41.04%
51.0
152.0
O 3250
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid Doems Do ‘Aﬁ”ﬁ
105.0 10.50 11.00
77.0 m/z 181.18  14.25%
5000
51.0
IO AN S N g 1Y po ™
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 11 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.816 8.52 ng 177957  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 89
3 Nonadecane 268 C19H40 000629-92-5 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetradecane 198 C14H30 000629-59-4 81
Abundance Scan 1483 (10.816 min): BF139406.D\data.ms (-1478) (- m/z 57.10 100.00%
57.1
. w
‘ 99.1 10‘56 ELl‘Od
169.1 : :
o"HH_‘H_HM‘MWMHﬂuﬁ_?ﬁ?}wu‘wﬁgﬁ?u_u‘_uwu“ m/z 43.10  75.86%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #59028: Tridecane
57.0
5000 — —
10.50 11.00
m/z 71.10 59.78%
99.0
O\‘\\\\2‘7‘\\‘\H“‘H“}\"1‘\H“‘\\U\‘\‘\]-\4\.‘17\9\‘\\%\S’ﬁ\o\’\\H‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #74020: Tridecane, 2-methyl-
57.0
— — T
10.50 11.00
5000 m/z 41.05 40.59%
155.0
27.0 99.0
B T 1
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane — T
57.0 10.50 11.00
m/z 85.10 31.94%
0 27‘ h\ H\ Jl u‘ | \1410 183.0 268.(
WHH‘HHMH‘_HWH‘WHH_‘H_HW‘HWHHM‘HMHW‘HWHH — —
m/z--> 0 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 12 Octadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.257 2.87 ng 59928 Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1558 (11.257 min): BF139406.D\data.ms (-1554) (- m/z 57.10 100.00%

57.1
5000
85.0

113.1 11.00 11.50
ol o181 2122 T e 78 a0k

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane
57.0

5000 — ——
85.0 11.00 11.50

m/z 71.10 52.87%

29.0
\‘ il H \‘\ ik ‘11?0\14\101690 2120
\H‘\H\‘H\\‘\\H‘\\H‘\H\‘H\\‘\\H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140160 180200 220 240
Abundance #141056: Octadecane
57.0

o

o

T —
11.00 11.50
5000 85.0 ITI/Z 41.10 43.55%
29.0 113.0
0 \‘ h H\ Al H‘ \‘ \‘141 0 169.0197.0 225.0 254.0
H‘_‘H‘H‘w‘H‘“‘H‘H‘w‘H‘_‘H,H‘w‘u‘_‘u‘u‘w‘u‘“
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #123960: Heptadecane T ——
57.0 11.00 11.50

m/z 85.05 35.43%

85.0
5000
113.0
” l 44, 1410169.0197.0 2400

o‘H"H"H"_"W‘H_H"H‘W"W‘wwwwww = -
miz--> 20 40 60 80 100120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 13 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.916 5.49 ng 114676  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1670 (11.916 min): BF139406.D\data.ms (-1665) (- m/z 43.10 100.00%
3.1
73.1
5000
129.1
213.2 R
H g o, 250 o
oww‘:“wh ““‘“wm”‘“e“l‘l‘Mu‘M‘m“c‘ww“}“‘u‘!w“wlw“uwuu‘_ m/z 60.00 86.09%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 41.10 82.17%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
——
12.00
5000 129.0 m/z 73.10 81.70%
199.0
s ) e T
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid o
43.0 73.0 12.00
' m/z 55.10 74.57%
5000
129.0
Lo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 14 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.545 2.91 ng 52959 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 1947 (13.545 min): BF139406.D\data.ms (-1943) (- m/z 57.10 100.00%
57.1
9.1 Lo ‘
L] 169.1 2302 13.50
ol bl L bl PP WSS mjz 43.05  77.99%
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 — ‘
13.50
m/z 71.10 55.57%
o ‘\ ‘ | F?O‘ 141.0 183.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
T \
13.50
5000 m/z 85.10 40.31%
9.0
ol L) | ) 11018302250 267.0 3090 266
A e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- — ‘
57.0 13.50
m/z 41.05 32.89%
239.0
ol LldL w\ (1401830 "V as103230 -
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 15 Tricosyl pentafluoropropionate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.874 13.37 ng 243680  Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
2 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
3 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
4 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91

Abundance Scan 2003 (13.874 min): BF139406.D\data.ms (-1998) (- m/z 57.10 100.00%
i
— ——
‘mwgmsm 13.50 14.00
o“»_L“Jﬂw‘wm‘ 3 m/z 43.10 95.01%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #335528: Tricosyl pentafluoropropionate
57.0
5000 — ——
101.0 13.50 14.00
m/z 55.10 71.87%
oL l‘lm‘ 116702240 3220 468.0
\\1‘\\ ‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342427: Tricosyl heptafluorobutyrate
57.0
— ——
13.50 14.00
m/z 41.10 57.07%
5000 1110
ol |J‘||“||?02240 322.0 518.0
T R A am A e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343109: Heptacosy! pentafluoropropionate — ——
57.0 13.50 14.00
m/z 83.10 51.61%
5000
N A/L
ol ‘ | ‘ || u‘ ‘\167 0222.0278.0 378.0 524.(
‘H““w““““_‘“‘H“‘H““H““H“‘H““‘ P e
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 16 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.192 3.61 ng 65806 Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 90
2 Tritetracontane 605 C43H88 007098-21-7 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 87

Abundance Scan 2057 (14.192 min): BF139406.D\data.ms (-2053) (- m/z 57.10 100.00%
57.

1
5000

——
14.00 14.50
i 7.2 211.0
oH‘meuu‘lmwwneu‘zf?%"lmwHWWw,w,ww m/z 43.10  81.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0

5000 T
14.00 14.50

m/z 71.10 55.14%

0 J |[27-0197.0267.0337.0  463.0 561.0
\\‘\H\‘HH‘HH‘W\H‘H\\‘\\H‘\HI‘WT\WH\T’HH]!\H‘\H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane

57.0

—
14.00 14.50

5000 m/z 85.05 41.53%
ol J |127-0197.0267.0337.0  463.0 533.0 604.0
e e D e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane 7 —
57.0 14.00 14.50

m/z 41.10  38.10%

h M
|| 1#10197.0  300.0379.0

0 \\“\‘\\“\“\J\]L'\HJ\I\\‘\“‘\‘\‘\'\"\‘\\‘\"\\H‘\H\‘\\H‘HH’HH’HH‘\H —

7 \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 17 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.504 14.53 ng 264652  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 94
3 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91

Abundance Scan 2110 (14.504 min): BF139406.D\data.ms (-2105) (- m/z 57.10 100.00%
57.1

T [
%5.1 pa 14.50
ol 22 89T m/z 43.10  96.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209741: 1-Docosene
58.0
5000 — ‘
14.50
{ ‘ m/z 55.05 75.19%
308.0
0‘\\‘!“\T1\T\J\IT“\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester

%

57.0
14.50
5000 ITI/Z 41.10 55.98%
5 0 224 0
_Hw‘uw‘uwu‘wH‘WHH‘HH‘HH_‘H_‘H_H‘_H‘_H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298132: Eicosyl trifluoroacetate 7 ‘
57.0 14.50
m/z 83.10 55.34%
5000
5.0
o 1L 220950
_HW‘HW‘HWH‘WH‘WHH‘HH‘HHM‘HM‘HMH‘_H‘_H‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07

Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Octacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.804 5.09 ng 54381 Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 83
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 2161 (14.804 min): BF139406.D\data.ms (-2157) (- m/z 57.10 100.00%
57.1
‘ 14‘56 ‘15‘00‘
111831 241 1283.1 : :
ol L ‘\\‘\‘“ i T w21 £ B m/z 43.10  76.72%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
14.50 15.00
m/z 71.10 49.20%
ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
— ——
14.50 15.00
5000 m/z 85.10 42.19%
155.0
0%2070
m/z--> 100 150 200 250 300 350
Abundance #194590: Heneicosane “ T
57.0 14.50 15.00
m/z 55.10  28.15%
41.0
RECERY M [W01m0z50 2960 I —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF091724\

Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Nonadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.145 4.98 ng 53144  Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2219 (15.145 min): BF139406.D\data.ms (-2215) (- m/z 57.10 100.00%

57.1
5000

—
15.00 15.50

—
‘ m 268.1
Ot bl e e m/z 43.10 80.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158597: Nonadecane
57.0
5000 — —
15.00 15.50

m/z 71.10 61.22%

7.0
‘\\Jl\\‘J\\\\?‘fl\f“\%??\(\)\?ﬁ?\%\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #345481: Dotriacontane, 1-iodo-
57.0

—
15.00 15.50
5000 m/z 85.05

o

7.0
AT 197026705370 4490

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane — — T
57.0 15.00 15.50

m/z 41.10  28.02%

T

o

o m 270197.0267.0337.0407.0 491.0562.0
et 20 287.0337.0407.0 491.0562.0

4 T ‘ T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 20 Eicosane, 7-hexyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.969 2.55 ng 27198  Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 72
2 Octadecane 254 C18H38 000593-45-3 72
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 72
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 72
5 Hexatriacontane 507 C36H74 000630-06-8 72
Abundance Scan 2359 (15.968 min): BF139406.D\data.ms (-2356) (- m/z 57.10 100.00%
57.1
7.1 L
||| | 14301831 239.19g11 16.00
0l wuww\‘ Ll Lo ki N m/z 43.10  80.42%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 T
16.00
m/z 71.10 64.70%
ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
——
16.00
5000 m/z 85.10 37.66%
‘ 9.0
ol bddidJetomss0 20
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl- —
57.0 16.00
m/z 41.05 26.44%
182.0
oL 1L m\ w ﬂn“?f" 8202250 28103220 -
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139406.D

Acqg On : 17 Sep 2024 17:07
Operator : RC/JU

Sample : P3985-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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|
Butane, 2-metho... 2.187 57.4 ng 1176370 1 6.875 407781 20.0
unknown3.387 3.387 3.0 ng 61171 1 6.875 407781 20.0
2-Pentanone, 4-... 5.099 4.4 ng 90066 1 6.875 407781 20.0
Ethanol, 2-(2-e... 6.704 5.7 ng 115761 1 6.875 407781 20.0
1-Phenoxypropan... 8.469 3.1 ng 94332 2 8.157 615911 20.0
Silane, trichlo... 9.310 3.1 ng 72763 3 9.910 461940 20.0
Pentadecane 9.839 3.5 ng 80073 3 9.910 461940 20.0
unknown10.004 10.004 2.7 ng 61448 3 9.910 461940 20.0
Dodecane 10.339 4.1 ng 95006 3 9.910 461940 20.0
Benzophenone 10.622 2.8 ng 65356 3 9.910 461940 20.0
Tridecane 10.816 8.5 ng 177957 4 11.392 417794 20.0
Octadecane 11.257 2.9 ng 59928 4 11.392 417794 20.0
n-Hexadecanoic ... 11.916 5.5 ng 114676 4 11.392 417794 20.0
Hexadecane 13.545 2.9 ng 52959 5 14.027 364408 20.0
Tricosyl pentaf... 13.874 13.4 ng 243680 5 14.027 364408 20.0
Tetratetracontane  14.192 3.6 ng 65806 5 14.027 364408 20.0
1-Docosene 14.504 14.5 ng 264652 5 14.027 364408 20.0
Octacosane 14.804 5.1 ng 54381 6 15.498 213617 20.0
Nonadecane 15.145 5.0 ng 53144 6 15.498 213617 20.0
Eicosane, 7-hexyl- 15.969 2.5 ng 27198 6 15.498 213617 20.0
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