LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc :

ALS vial : 7 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128241.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.587 385 391 394 rBV 552277 703319 32.45%  3.946%
2 5.092 474 477 487 rVB 44298 47501 2.19% 0.266%
3 5.504 543 547 563 rBV 949431 1123307 51.83% 6.302%
4 5.851 599 606 609 rBV 1537809 2167489 100.00% 12.160%
5 6.510 715 718 720 rBV 310643 284935 13.15% 1.598%
6 6.534 720 722 730 rVB 162194 313549 14.47% 1.759%
7 6.628 735 738 746 rVV2 172555 248092 11.45%  1.392%
8 6.886 778 782 785 rBV 420732 378843 17.48%  2.125%
9 7.063 805 812 815 rBV 1089025 1478868 68.23% 8.296%
106 7.145 823 826 834 rVB 116037 93215 4.30% ©.523%
11 7.357 859 862 866 rBV 231065 198569 9.16% 1.114%
12 7.451 873 878 881 rBV 941394 797390 36.79% 4.473%
13 8.133 990 994 996 rBvV 32113 26780 1.24% 0.150%
14 8.169 996 1000 1003 rVV 620454 487533 22.49%  2.735%
15 8.745 1095 1098 1102 rVB 72944 55057 2.54% 0.309%
16 8.939 1127 1131 1139 rBV 77808 75407 3.48% 0.423%
17 9.239 1177 1182 1186 rBV 1576455 1442667 66.56%  8.093%
18 9.310 1191 1194 1197 rBV 60962 45471  2.10% ©.255%
19 9.351 1197 1201 1205 rBV 336836 290894 13.42% 1.632%
20 9.716 1260 1263 1270 rBV 158752 185834 8.57% 1.043%
21  9.839 1281 1284 1288 rVB 39868 31972 1.48% 0.179%
22 9.922 1295 1298 1302 rVB 639835 573334 26.45% 3.216%
23 10.274 1356 1358 1362 rBV 38446 39638 1.83% 0.222%
24 10.339 1367 1369 1372 rVWV 56801 41132 1.90% 0.231%
25 10.469 1387 1391 1394 rBV 284023 248691 11.47%  1.395%
26 10.716 1429 1433 1443 rBV 1039270 940667 43.40% 5.277%
27 10.816 1447 1450 1454 rVWW2 47702 56353 2.60% 0.316%
28 10.857 1454 1457 1460 rVB2 30066 29497 1.36% 0.165%
29 11.180 1509 1512 1516 rBV 75004 64131 2.96% 0.360%
30 11.216 1516 1518 1523 rVB2 35776 33134 1.53% 0.186%
31 11.263 1523 1526 1528 rBV 57113 45254  2.09% ©0.254%
32 11.292 1528 1531 1537 rVB2 41232 49164 2.27% 0.276%
33 11.416 1548 1552 1555 rBV 722017 587761 27.12% 3.297%
34 11.457 1555 1559 1561 rVB2 16758 25110 1.16% 0.141%
35 11.580 1576 1580 1584 rBV5 14833 29194 1.35% 0.164%
36 11.639 1584 1590 1596 rVB4 26713 52063 2.40% 0.292%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc :

ALS vial : 7 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.692 1596 1599 1601 rBV 94774 73624  3.40% 0.413%
38 11.857 1621 1627 1629 rBV7 14644 23717 1.09% ©.133%
39 12.098 1665 1668 1671 rBV 177115 137736 6.35% 0.773%
40 12.251 1691 1694 1697 rBV5S 19299 22376 1.03% 0.126%
41 12.368 1708 1714 1715 rBV 53826 67536 3.12% ©.379%
42 12.451 1725 1728 1731 rBV3 22016 28625 1.32% 0.161%
43 12.486 1731 1734 1738 rVB 233680 194333 8.97% 1.090%
44 12.592 1749 1752 1756 rVW2 29032 33716 1.56% ©.189%
45 12.627 1756 1758 1764 rVB2 36338 44523 2.05% 0.250%
46 12.698 1768 1770 1773 rBV4 25186 30087 1.39% 0.169%
47 12.768 1779 1782 1786 rVV3 19742 27583 1.27% ©.155%
48 12.863 1792 1798 1800 rBV 198657 192896 8.90%  1.082%
49 12.904 1800 1805 1810 rVWV 468985 450826 20.80% 2.529%
50 12.998 1817 1821 1825 rVB 1254056 1200534 55.39% 6.735%
51 13.215 1855 1858 1861 rBV 170619 133321 6.15% ©.748%
52 13.286 1867 1870 1876 rVV6 23855 26188 1.21% 0.147%
53 13.339 1876 1879 1883 rVB3 31366 36137 1.67% ©.203%
54 13.415 1889 1892 1893 rBV2 21776 22051 1.02% ©0.124%
55 13.468 1898 1901 1904 rVB 64072 59817 2.76% ©.336%
56 13.551 1912 1915 1922 rVB2 257079 283009 13.06% 1.588%
57 13.710 1940 1942 1945 rVB 40365 36164 1.67% ©0.203%
58 13.886 1969 1972 1976 rBV 118755 100635 4.64% ©.565%
59 14.021 1992 1995 1998 rBV 197729 173942 8.03% 0.976%
60 14.062 1998 2002 2005 rVB 417052 358829 16.56% 2.013%
61 14.151 2014 2017 2022 rVV 69996 67678 3.12% ©.380%
62 14.204 2023 2026 2029 rVB 77020 63889 2.95% 0.358%
63 14.304 2040 2043 2047 rBV6 20875 23407 1.08% ©0.131%
64 14.509 2074 2078 2081 rBV 65778 64634 2.98% 0.363%
65 14.815 2127 2130 2136 rVB 47608 53446 2.47% ©.300%
66 15.162 2185 2189 2192 rVB 40745 45012 2.08% 0.253%
67 15.551 2250 2255 2262 rVB 331730 421916 19.47% 2.367%
68 15.992 2327 2330 2335 rVB3 23083 35331 1.63% ©.198%
Sum of corrected areas: 17825333
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051322\

BF128241.D
: 13 May 2022 16:14
: CG\JU
¢ N2823-11
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF128241.D\data.ms
5.851
7.063
5.504 7.451
4.587
6.886
6.510
, 7.35]f
o R3828
.145
5.092
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\\‘\%‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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TIC: BF128241.D\data.ms
9.239
12.998
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11.416
8.169 9.922
9.351 10.469
9.716 A
8.7453.939 %3 0 - 45
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TIC: BF128241.D\data.ms
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Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Ethanol, 2-propoxy- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.587 37.13 ng 703319 1,4-Dichlorobenzene-d4 6.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 83
2 Ethanol, 2-methoxy-, acetate 118 C5H1003 000110-49-6 33
3 Ethanone, 1-oxiranyl- 86 C4H602 004401-11-0 10
4 Acetic acid ethenyl ester 86 C4H602 000108-05-4 9

5 Isobutane 58 C4H10 000075-28-5 9
Abundance Scan 391 (4.587 min): BF128241.D\data.ms (-385) (-) m/z 43.05 100.00%

43.0
5000
73.1

4.20 4.40 4.60 4.80 5.00

55.1 :
bl L2040 sz 45,85 45.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5368: Ethanol, 2-propoxy-
43.0
5000 BEEEEEEERARAREE EEEEN

4.20 4.40 4.60 4.80 5.00
27.0 73.0 m/z 41.05 30.41%

50 || ||| sso | s
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

o

Abundance #9891: Ethanol, 2-methoxy-, acetate
43.0

4.20 4.40 4.60 4.80 5.00

5000 58.0 m/z 73.16  27.07%
29.0
e e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1873: Ethanone, 1-oxiranyl- R A RRE R
43.0 4.20 4.40 4.60 4.80 5.00
m/z 86.10 8.12%
5000
71.0 86.0
SRRSO P TR SN AN i RS | —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Ethanol, 2-butoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.851 114.43 ng 2167490 1,4-Dichlorobenzene-d4 6.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 91
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 40
4 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 25
5 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 12

Abundance Scan 606 (5.851 min): BF128241.D\data.ms (-599) (-) m/z 57.10 100.00%

57.1
5000 41.

871 \\\\‘\\\\’\\\\‘\\\\‘\\\
71 5.60 5.80 6.00 6.20
1 100.1 118.0

‘W‘H‘_H‘_‘HMMH‘H‘wu‘wuﬁ‘_u‘w‘u_‘u‘u‘wu“ m/z 45.10  42.78%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10025: Ethanol, 2-butoxy-
57.0
5000

5.60 5.80 6.00 6.20

o

41T 87.0 m/z 41.18  39.20%
il |
O H‘HH‘H\‘\“H\\‘\f\\‘\\‘l1‘\\\7\%{9\\‘HH‘H]-\O\R.\()H‘\J-\]\-\B‘.QH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
R R AAREEREE
5.60 5.80 6.00 6.20
5000 ITI z 87.10 18.08%
41
75.0
270 ‘
bt bbbl ke L 1000
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5035: 3,3-Dimethylbutane-2-ol R e AR
57.0 5.60 5.80 6.00 6.20

m/z 56.10 8.36%

41.
5000
87.0
27.0
o 0ol L 7o 102.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1,2-Propanediol, 2-acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.628 13.10 ng 248092  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Propanediol, 2-acetate 118 C5H1003 006214-01-3 53
2 Acetamide, N-(aminoiminomethyl)- 101 C3H7N30 005699-40-1 30
3 Propane, 2-(ethenyloxy)- 86 C5H100 000926-65-8 10
4 Allyl acetate 100 C5H802 000591-87-7 9
5 2-0XOPROPIONAMIDE 87 C3H5NO02 000631-66-3 9

Abundance Scan 738 (6.628 min): BF128241.D\data.ms (-735) (-) m/z 43.10 100.00%

43.1
N JL
R  AEEERANE S
550 730 8r.0 6.40 6.60 6.80 7.00
Ot oo iyl 2029 nz 87.00  15.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9885: 1,2-Propanediol, 2-acetate
43.0
5000 L B L I LR B
6.40 6.60 6.80 7.00
m/z 44.00 12.93%
75.0 87.0
0 LS80 | 1030
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4509: Acetamide, N-(aminoiminomethyl)-
43.0
T
6.40 6.60 6.80 7.00
5000 86.0 m/z 45.05 12.91%
‘ 69.0 101.0
) N -1 T W

miz--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #2010: Propane, 2-(ethenyloxy)-

43.0 6.40 6.60 6.80 7.00

m/z 41.00 9.66%
5000 86.0
27.0
‘ ‘ 58.0
15.0 71.0

o“w‘m‘_‘mw‘uwp H‘HHM_‘HMH‘W‘mM,H‘W‘H‘_ e e —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 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@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 2-Pyrrolidinone, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.063 78.07 ng 1478870  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone, 1-methyl- 99 C5HO9NO 000872-50-4 97
2 5-Amino-3-methyl-1,2,4-oxadiazole 99 C3H5N30 003663-39-6 50
3 4H-1,2,4-Triazol-3-amine, 4-methyl- 98 C3H6N4 016681-76-8 35
4 Methyl[(3-methyl-1,2,4-oxadiazol... 127 C5H9N30 1000443-97-6 28
5 2-Piperidinone 99 C5HONO 000675-20-7 25

Abundance Scan 812 (7.063 min): BF128241.D\data.ms (-805) (-) m/z 99.10 100.00%

99.1
42.1
5000
o EAREEEEREE R
“ 561 701 6.80 7.00 7.20 7.40
Obrererrrreer ettt 820 L nyz a2.10 73.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3927 2-Pyrrolidinone, 1-methyl-
44.0 99.0
5000 \\\‘\\\\‘\\\\’\\\\‘/\L\\
6.80 7.00 7.20 7.40
28.0 m/z 44.05 72.83%
‘ “ 560 700
0\\\’\\\-\‘\\}‘\‘}\\\}" ‘\\‘\}‘1}‘\\\}"“\\\\8‘2\.9\‘\\\\}\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3860: 5-Amino-3-methyl-1,2,4-oxadiazole
99.0
o EAREEEEREE
6.80 7.00 7.20 7.40
5000 42.0 m/z 98.10  66.83%
28.0 69.0
15.0 57.0
olrerrirape el el 242
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3402: 4H-1,2,4-Triazol-3-amine, 4-methyl- EAmmmaEEE S
420 98.0 6.80 7.00 7.20 7.40
' m/z 41.85 42.39%
28.0
5000
57.0 g9.0 |
| OSSN [ MN e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 2-Butoxyethyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.357 10.48 ng 198569 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butoxyethyl acetate 160 C8H1603 000112-07-2 83
2 Morpholine 87 C4HSNO 000110-91-8 47
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 37
4 2-Isobutoxyethyl acetate 160 C8H1603 039220-44-5 25
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 17
Abundance Scan 862 (7.357 min): BF128241.D\data.ms (-859) (-) m/z 43.05 100.00%
43.0 57.0
5000
87.1
R R
7.00 7.20 7.40 7.60
1 R ‘ 1001 4171 9
o+t et m/z 57.05 89.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #36650: 2-Butoxyethyl acetate
430 510
5000 \‘HH‘HH’HH‘HH‘\
87.0 7.00 7.20 7.40 7.60
29.0 m/z 56.10 40.57%
\

o

15.0 74.0 100.0
H‘H‘H‘\H\“\H\‘\“\\‘\HM‘H\\“\‘1\\‘\\‘\!‘\H\l\\\\‘]\-\l\?‘o\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2090: Morpholine
29.0 57.0

7.00 7.20 7.40 7.60
5000 87.0 m/z 41.10  35.09%
42.0
0 “w;“‘m“‘:“1““‘7“3:9“m:_ww_wm
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4480: Pentane, 2,4-dimethyl- R RAREEEEEE L
43.0 7.00 7.20 7.40 7.60
57.0 m/z 87.18  34.88%
5000
29.0 85.0
oL 150 R O ! 100.0 [\
e SN | -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 4-Methylphenol, n-propyl ether Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.939 3.09 ng 75407 Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylphenol, n-propyl ether 150 C10H140 1000395-16-2 59
2 Acetic acid, 2-methylphenyl ester 150 C9H1002 000533-18-6 59
3 Carbamic acid, p-tolyl ester 151 C8HINO2 001850-13-1 59
4 Carbamic acid, methyl-, 3-methyl... 165 C9H11NO2 001129-41-5 59
5 m-Cresyl acetate 150 CSH1e02 000122-46-3 59
Abundance Scan 1131 (8.939 min): BF128241.D\data.ms (-1127) (-) m/z 108.10 100.00%
108.1
5000
166.1 A
70 55058090095
39.0 59. . . . .
133.1
ol “M‘uhw‘,ﬁm “‘H e S mz 107.10 36.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27536: 4-Methylphenol, n-propyl ether
108.0
5000 L L R IR R
150.0 8.60 8.80 9.00 9.20 )
270 m/z 91.10  31.79%
27.0
O \\\‘\‘\ T \““\5\:&};0\"\‘\ T \m T \“‘\ T ‘\ ‘\ \J‘-??.p\ ‘ T \‘\ T ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #28389: Acetic acid, 2-methylphenyl ester
108.0
PP e ety
8.60 8.80 9.00 9.20
5000 m/z 166.10 24.30%
43.0
‘ 77.0 150.0
) RS VIR A N N —
miz--> 20 40 60 80 100 120 140 160
Abundance #28816: Carbamic acid, p-tolyl ester e EEARRmEEE R
108.0 8.60 8.80 9.00 9.20
m/z 77.00 17.05%
5000
79.0
39.0 151.0 J\
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20

8270-BF050922.M Tue May 17 15:55:24 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,4,7,9-Tetramethyl-5-decyn...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.351 10.15 ng 290894  Acenaphthene-di10 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 59
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
4 Cyclopentanol, 1-(methylenecyclo... 138 C9H140 086951-58-8 55
5 Pyridine, 2-butyl-, 1-oxide 151 CSH13NO 031396-32-4 45
Abundance Scan 1201 (9.351 min): BF128241.D\data.ms (-1197) (-) m/z 43.05 100.00%
109.1
5000 151.1
‘ | 85"0 9.00 9.20 9.40 9.60
0 Mw‘,wh‘q Mol e b m/z 109.10  74.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 A
9.00 9.20 9.40 9.60
69.0 m/z 151.05 41.24%
O \]-\5\.9\ ‘\‘\ \"‘ “\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \\M\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.(‘)\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
A EamaE R S
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 22.64%
43.0
80.0
0 E=Ec AN WSS NEUAD NS S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester) e RBRSAENEES
109.0 9.00 9.20 9.40 9.60
43.0
m/z 85.05 15.10%
5000
80.0
‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1-Decene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.716 6.48 ng 185834  Acenaphthene-di10 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 93
2 Cyclooctane, 1,2-dimethyl- 140 C1oH20 013151-94-5 93
3 1-Undecanol 172 C11H240 000112-42-5 91
4 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 90
5 E-11,13-Tetradecadien-1-o0l 210 C14H260 1000131-00-3 90

Abundance Scan 1263 (9.716 min): BF128241.D\data.ms (-1260) () m/z 55.05 100.00%

55.0
83.1
5000
e =
‘ | ‘ ‘ 11i1 140.1 9.50 10.00
OF oo My R a m/z 41.10 82.00%
m/z--> 20 40 60 80 100 120 140
Abundance #20642: 1-Decene
55.0
5000 P SeS
290 83.0 9.50 10.00
’ m/z 43.05 81.76%
111.0
| H I
O\\\‘\}\\ “\‘\‘\\“‘\‘\\1‘\\1\‘\\\\}\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #20716: Cyclooctane, 1,2-dimethyl-
55.0
9.50 10.00
5000 ITI/Z 69.10 72.20%
29.0
B0 1m0 00
O“J “!\‘\\\\1\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #47350: 1-Undecanol Py P
55.0 9.50 10.00
m/z 56.10 64.33%
83.0
5000
31.0
‘ ‘ 111.0
MECE N1 NNV WO LW
m/z--> 20 40 60 80 100 120 140 9.50 10.00

8270-BF050922.M Tue May 17 15:55:27 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Benzene, 1-(1,1-dimethyleth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.469 8.68 ng 248691  Acenaphthene-die 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1,1-dimethylethoxy)-... 164 C11H160 015359-98-5 50
2 1,2-Propanediol, 3-(p-tolyloxy)- 182 C10H1403 017131-24-7 50
3 4-Methylphenol, n-pentyl ether 178 C12H180 1000395-15-8 50
4 1,2-Benzenediamine 108 C6H8N2 000095-54-5 49
5 p-Tolyl isobutyrate 178 C11H1402 000103-93-5 47

Abundance Scan 1391 (10.469 min): BF128241.D\data.ms (-1387) (1 m/z 108.10 100.00%

108.1
5000 431
75.1

‘ ‘ ‘ 1 224.2 T
m,uH‘,‘m““‘J“”mu,“H“‘m‘w%?‘3}‘_‘”_””” 43.10  38.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #39672: Benzene, 1-(1,1-dimethylethoxy)-4-methyl-
108.0

5000
10 50

m/z 91.05  23.42%

51.0 77‘-0 | 149.0
O\\\’\\\\"\\‘\‘\"\‘\\\‘h’\\‘\‘\’\‘\\“\\\\‘\\‘\\‘1\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56434: 1,2-Propanediol, 3-(p-tolyloxy)-
108.0

o

10 50
5000 ITI/Z 75.10 20.64%
300 770 182.0
| Ll 880
BN A S Y Rt NN A——
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52830: 4-Methylphenol, n-pentyl ether S
108.0 10.50
m/z 107.05 20.58%
5000
430 770 178.0
olso W hu Lo | IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50

8270-BF050922.M Tue May 17 15:55:28 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Heptacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.098 4.69 ng 137736  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1668 (12.098 min): BF128241.D\data.ms (-1665) (- m/z 57.10 100.00%

57.1
5000
iz‘od i2‘50
141.2 : .
ob—d i) ‘M‘ Mw‘1‘8‘3‘3_‘2‘4‘3‘3"2‘8‘2‘1‘””_”‘ m/z 43.10  72.20%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — :
12.00 12.50
m/z 71.10 60.39%
0 “\ | ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
— ‘
12.00 12.50
5000 ITI/Z 85.10 41.46%
L[] om0
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane R ‘
57.0 12.00 12.50
m/z 41.10 31.46%
5000
9.0
oL [ 141018302050 2680
A A A e T —— ‘
m/z--> 50 100 150 200 250 300 350 12.00 12.50

8270-BF050922.M Tue May 17 15:55:29 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.486 6.61 ng 194333  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 86

Abundance Scan 1734 (12.486 min): BF128241.D\data.ms (-1731) (-
57.1

m/z 57.10 100.00%

‘ 99.0 12:50
o, 1412 '
obd bl |y 412 2010 2303 m/z 43.10  65.72%
miz-> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 T
12.50
m/z 71.10 57.27%
0 26/0) ‘ L H\ | 1410 1830 2250 2820
T T T \ ‘ \ T T T ‘ T \ T T ‘ T T T T ‘ T T T T ’
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
——
12.50
5000 m/z 85.10 43.08%
99.0
0 26\10\‘\ ‘\ HH\ I h‘ u \%410‘ 1830 225.0 296.(
el - e
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane —
57.0 12.50
m/z 41.10 31.26%
- w
o zq\o“ I “‘9?0‘ 141.0 183.0 226.0
el e e T —
m/z--> 50 100 150 200 250 12.50

8270-BF050922.M Tue May 17 15:55:30 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.863 10.75 ng 192896  Chrysene-di2 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
Abundance Scan 1798 (12.863 min): BF128241.D\data.ms (-1792) (. m/z 57.10 100.00%
57.1
2000 M
9.1 12/50 13.00
1411 2021 : :
o‘u“mwhu“u“‘m‘H‘““““‘2‘5‘3‘3"_m_m m/z 43.10  66.98%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
12.50 13.00
m/z 71.10 65.13%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
— ——
12.50 13.00
5000 m/z 85.10 44.71%
‘ 9.0
ol by i jorouea0 2540
miz--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- “ —
57.0 12.50 13.00
m/z 41.10 29.62%
- AJﬁNwaVWJA““fWMﬂMA
9.0 183.0
TR ST I A 1T I
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF050922.M Tue May 17 15:55:31 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl2.904

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.904 25.13 ng 450826  Chrysene-di12 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cresyl glycidyl ether 164 C10H1202 002186-24-5 49
2 4-Methylphenol, 2-methylpropyl e... 164 C11H160 1010395-16-3 43
3 Phenol, 2-methyl- 108 C7H80 000095-48-7 43

4 Propionic acid 2-phenylhydrazide 164 C9H12N20
5 Propanoic acid, phenylmethyl ester 164 C10H1202

Abundance Scan 1805 (12.904 min): BF128241.D\data.ms (-1800) (-]

020730-02-3 43
000122-63-4 41

m/z 91.05 100.00%

91.0
121.1
5000
164.1 2721
39.0 ‘ ‘ 13 00
Obrrrrreedbithe bl L L 19502281 | 0 16816 81.53%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #39243: p-Cresyl glycidyl ether
108.0 164.0
77.0
29.0
5000
1300
‘ m/z 121.05  64.97%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #39646: 4-Methylphenol, 2-methylpropyl ether
108.0
1300
a0 770 164.0
Ohrrrprdbtndeebt e e rere e peree e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #6069: Phenol, 2-methyl-
108.0 1300
m/z 147.05 33.86%
5000
79.0
39.0 H ‘
Obrerpebrhedb el by b e
m/z--> 20 40 60 80 100120140160180200220240260 1300

8270-BF050922.M Tue May 17 15:55:32 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.215 7.43 ng 133321  Chrysene-di12 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 (C28H58 000630-02-4 86
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 1858 (13.215 min): BF128241.D\data.ms (-1855) (-]
57.1

5000

9.1
Al 1411 19712392

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

o

Abundance #275537: Hexacosane
57.0
5000
0 \‘L‘ 1 M | 141:9183.0225.0267.0309.0 367.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #287977: Heptacosane
57.0
5000
ol L \ | % ‘1410183022502670 323.0 380.0
i A A AL T e

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

.

13.00 13.50
m/z 43.10 68.57%

-

13.00 13.50
m/z 71.10 65.71%

?

13.00 13.50
m/z 85.10 44.07%

Z

Abundance #298427: Octacosane
57.0 13.00 13.50
m/z 41.10 29.60%
- W
oLl L H | 1419183 0225.0 281.0 337.0 394
m_H_m_m_m_m_m‘mw — —r
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Ethanol, 2-butoxy-, phospha... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.551 15.77 ng 283009  Chrysene-di12 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 83
2 Pentadecane, 6-methyl- 226 C16H34 010105-38-1 30
3 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 27
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 22
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 18

Abundance Scan 1915 (13.551 min): BF128241.D\data.ms (-1912) (- m/z 57.10 100.00%

57.1
5000
125.0
s
299.1 :
- u““ LA w . ‘, SAZPTTTT 3852y as.es 53.85%
mlz--> 50 100 150 200 250 300 350 400
Abundance #300588: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 125.0 - ‘
13.50
199.0 m/z 56.10 52.56%
L
Olwswq\ Tt \hhw “ “\“ \“‘\ ‘\“ ‘h“\ b I \‘\2\‘5’%-0\\ T \3\5‘5\\0\3\9‘9\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #107231: Pentadecane, 6-methyl-
57.0
T T
13.50
5000 ITI/Z 85.10 46.63%
.0
154.0
0 ﬁz’n.o’
miz--> 50 100 150 200 250 300 350 400
Abundance #4216: 2(3H)-Furanone, dihydro-5-methyl- —— ‘
56.0 13.50
m/z 41.10 34.85%
5000
00.0
OL%Z\W‘L\H\W\\\\‘\\\\,\\\\,\\\\‘\\\\‘\\\\‘\ —
m/z--> 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, 2-propyl tr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.88 s.61ng lee635 Chrysene-d12 14.062

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S
2 Tritetracontane 605 C43H88

3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S

Abundance Scan 1972 (13.886 min): BF128241.D\data.ms (-1969) (-]

1000309-12-4 90
007098-21-7 90

1010309-18-1 90
1010309-12-5 87
1000309-17-9 86

m/z 57.10 100.00%

57.1
5000
1350  14.00
7.1 . :
0l M”‘]TE‘?ZS}““‘,‘ m/z 43.10  75.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #206621: Sulfurous acid, 2-propyl! tridecyl ester
43.0
5000 — —
13.50 14.00
m/z 71.10 63.55%
1.0
O\\“\“‘IW‘\\E‘M\U\\‘J\-\SE.‘O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
— —
13.50 14.00
5000 ITI/Z 85.10 45.37%
o] ““h?m 197.0 267.0 337.0  463.0 533.0 604.
e e P e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241461: Sulfurous acid, butyl tetradecyl ester P ——
57.0 13.50 14.00
m/z 55.10 30.26%
o w$wﬂmwkkwﬁhmﬂwmﬂuﬂa
.0 197.
OJ.W“IO%LO, I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

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

Quant Title

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

BF050922.M

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 Triphenylphosphine oxide

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14151 3.77ng 67678 Chrysene-di2 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 98

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S

3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P

4 Furo[3,2-c]quinoline, 8-bromo-2,... 277 C13H12BrNO

5 [1,2,4]Triazolo[1,5-a]pyrimidine... 278 C15H14N6

Abundance Scan 2017 (14.151 min): BF128241.D\data.ms (-2014) (-,
277.1

5000
77.0 2010
152.0
R LR " T
miz--> 100 150 200 250 300
Abundance #171169.TnphenwphospmneOXMe
277.0
51.0
5000 199.0
152.0
18 95.0
oL ‘ ‘ ‘ ‘\ ‘\\‘\H“ “ “\‘Muh‘\\‘ \H\‘ ”\ ‘\“ [H . r23\3\0 —
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
5000
77.0 183.0
0 39d . 1280 ‘H ‘\ h 228.0
— —
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0
5000
77.0 183.0
e
bbb L
miz--> 50 100 150 200 250 300

8270-BF050922.M Tue May 17 15:55:36 2022

1000483-83-4 90
015990-54-2 50
1000310-92-7 38
1000350-69-0 16

m/z 277.05 100.00%

14.00 14.50
m/z 278.10 36.66%

-+

14.00 14.50
m/z 77.00  24.82%

%

14.00 14.50
m/z 201.00  22.91%

%

14.00 14.50
m/z 199.00  22.23%

%

14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Tetracosane

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.204 3.56 ng 63889  Chrysene-di12 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86

Abundance Scan 2026 (14.204 min): BF128241.D\data.ms (-2023) (-]
57.1

5000
9.1
ol L[ 141118202252 283.1
R T e B
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000
oL JMMH A141018302250 281.0 337.0 394.
\\\‘\\\\‘\\\r‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘

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

Abundance #246481: Tetracosane
57.0
5000
9.0
0 \‘ L ‘“\ I h‘ | ]\.4%9]"83'0225'0267'0 338.0
e e e

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

=

14.00 14.50
m/z 71.10 66.89%

?

14.00 14.50
m/z 43.05 66.07%

?

— —
14.00 14.50
m/z 85.10 50.50%

?

Abundance #275537: Hexacosane
57.0 14.00 14.50
m/z 41.05 26.08%
i ““““““““““““““““‘ — —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.509 3.60 ng 64634  Chrysene-di12 14.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2078 (14.509 min): BF128241.D\data.ms (-2074) (-,
57.1

5000
o b L \\ T Wt S - S
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000

9.0
4101830 240.0

15.0 ‘ I u‘ Lt ‘

\\r\“ \\1‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

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

o

Abundance #287976: Heptacosane
57.0
5000
9.0
ots | | | [] | 141018202250267.03090 _ss0:
e e

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

3

14.50
m/z 43.10 68.92%

?

14.50
m/z 71.10 67.57%

-

14.50
m/z 85.10  50.25%

?

Abundance #176384: Eicosane
57.0 14.50
m/z 55.10 26.17%
- AMWAVAAMWAMMWMWAWWM
ol L h\ | 10180250 220 -
m/z--> 50 100 150 200 250 300 350 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128241.D

Acqg On : 13 May 2022 16:14
Operator : CG\JU

Sample : N2823-11

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
Ethanol, 2-prop... 4.587 37.1 ng 703319 1 6.886 378843 20.0
Ethanol, 2-butoxy- 5.851 114.4 ng 2167499 1 6.886 378843 20.0
1,2-Propanediol... 6.628 13.1 ng 248092 1 6.886 378843 20.0
2-Pyrrolidinone... 7.063 78.1 ng 1478870 1 6.886 378843 20.0
2-Butoxyethyl a... 7.357 10.5 ng 198569 1 6.886 378843 20.0
4-Methylphenol, ... 8.939 3.1 ng 75407 2 8.169 487533 20.0
2,4,7,9-Tetrame... 9.351 10.2 ng 290894 3 9.927 573334 20.0
1-Decene 9.716 6.5 ng 185834 3 9.927 573334 20.0
Benzene, 1-(1,1... 10.469 8.7 ng 248691 3 9.927 573334 20.0
Heptacosane 12.098 4.7 ng 137736 4 11.416 587761 20.0
Eicosane 12.486 6.6 ng 194333 4 11.416 587761 20.0
Octacosane 12.863 10.8 ng 192896 5 14.062 358829 20.0
unknownl12.904 12.904 25.1 ng 450826 5 14.062 358829 20.0
Hexacosane 13.215 7.4 ng 133321 5 14.062 358829 20.0
Ethanol, 2-buto... 13.551 15.8 ng 283009 5 14.062 358829 20.0
Sulfurous acid,... 13.886 5.6 ng 100635 5 14.062 358829 20.0
Triphenylphosph... 14.151 3.8 ng 67678 5 14.062 358829 20.0
Tetracosane 14.204 3.6 ng 63889 5 14.062 358829 20.0
Heptadecane 14.509 3.6 ng 64634 5 14.062 358829 20.0
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