LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc :

ALS Vvial : 11 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127017.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.534 548 552 555 rBV 1764670 1618622 17.34% 2.068%
2 6.069 636 643 648 rBv 268147 413849 4.43% 0.529%
3 6.540 718 723 726 rBV 1765340 1666652 17.86% 2.130%
4 6.916 784 787 794 rBV 762033 632027 6.77% ©.808%
5 7.481 878 883 886 rBV 1287800 1155515 12.38% 1.476%
6 8.034 974 977 980 rBV 209048 165579 1.77% 0.212%
7 8.198 1002 1005 1007 rBV 901265 810768 8.69% 1.036%
8 8.222 1007 1009 1011 rVB 1339934 961167 10.30%  1.228%
9 8.810 1105 1109 1115 rBV2 499821 534615 5.73% 0.683%
10 8.881 1118 1121 1124 rW 251316 223386 2.39% 0.285%
11  8.922 1124 1128 1130 rVV 359516 401113 4.30% ©0.513%
12 8.939 1130 1131 1135 rVB 531243 362486 3.88% 0.463%
13 9.069 1149 1153 1158 rVB3 114500 147405 1.58% 0.188%
14  9.122 1158 1162 1164 rBV 102553 98680 1.06% 0.126%
15 9.275 1182 1188 1191 rBV 2536691 1995567 21.38% 2.550%
16 9.339 1191 1199 1202 rBV 239760 286033 3.06% 0.365%
17 9.375 1202 1205 1210 rVB3 98545 168343 1.80% 0.215%
18 9.481 1217 1223 1226 rBV 550651 566067 6.07% 0.723%
19 9.539 1230 1233 1236 rVV 150096 151709 1.63% 0.194%
20 9.598 1239 1243 1249 rVB 561249 553690 5.93% 0.707%
21  9.669 1249 1255 1258 rBV2 205791 217703  2.33% 0.278%
22 9.763 1265 1271 1274 rBV 6685868 7751665 83.06% 9.904%
23 9.834 1280 1283 1286 rBvV 222501 171761 1.84% 0.219%
24 9.869 1286 1289 1291 rBV 403383 306220 3.28% 0.391%
25 9.904 1291 1295 1301 rBV 3194374 3575008 38.31% 4.568%
26 9.957 1301 1304 1310 rVB 968259 899679 9.64% 1.150%
27 10.010 1310 1313 1316 rBV 408869 379495 4.07% 0.485%
28 10.069 1321 1323 1329 rVB2 189968 209702  2.25% 0.268%
29 10.192 1337 1344 1347 rVB 1040566 1242942 13.32% 1.588%
30 10.286 1354 1360 1363 rBV 8048287 9332291 100.00% 11.924%

31 10.422 1377 1383 1388 rBV5 61217 168588 1.81%
32 10.569 1406 1408 1415 rVB3 128205 152405 1.63%
33 10.769 1434 1442 1445 rBV2 7009694 7742238 82.96%
34 10.822 1449 1451 1454 rVB 156555 127409 1.37%
35 10.881 1457 1461 1466 rVV 2381799 2081377 22.30%
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36 10.922 1466 1468 1472 rVB2 120914 115989 1.24%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc :

ALS Vvial : 11 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.010 1478 1483 1485 rBV3 171923 206479  2.21% 0.264%
38 11.028 1485 1486 1493 rVB2 105210 121379 1.30% 0.155%
39 11.110 1495 1500 1504 rVB2 421728 436604 4.68% 0.558%
40 11.157 1504 1508 1514 rVB2 146163 182675 1.96% 0.233%
41 11.228 1517 1520 1523 rBV 4774247 4245434 45.49% 5.424%
42 11.386 1543 1547 1551 rBV2 166238 188163 2.02% 0.240%
43 11.451 1554 1558 1560 rBV 643150 577918 6.19% 0.738%
44 11.663 1589 1594 1601 rBV2 330381 575870 6.17% 0.736%
45 11.963 1641 1645 1647 rBV 212250 186307 2.00% 0.238%
46 12.039 1655 1658 1660 rBV 206650 232591 2.49% 0.297%
47 12.069 1660 1663 1667 rVB3 98193 193955 2.08%  0.248%
48 12.245 1690 1693 1697 rBV3 111436 167223 1.79% 0.214%
49 12.563 1744 1747 1752 rBV 870373 982686 10.53% 1.256%
50 12.639 1757 1760 1763 rVV 520742 471311 5.05% 0.602%
51 12.680 1763 1767 1770 rBV 272040 290110 3.11% 0.371%
52 12.810 1786 1789 1801 rVB 1271501 1549547 16.60% 1.980%
53 13.033 1823 1827 1830 rVB 1598660 1278873 13.70% 1.634%
54 13.069 1830 1833 1837 rBV 93686 98871 1.06% 0.126%
55 13.133 1840 1844 1848 rBV2 787435 1385732 14.85% 1.771%
56 13.174 1849 1851 1854 rVV2 609048 816145 8.75% 1.043%
57 13.204 1854 1856 1860 rVV 408423 502105 5.38% 0.642%
58 13.263 1861 1866 1872 rVV4 300633 744527  7.98%  0.951%
59 13.316 1872 1875 1880 rvV 629486 1062921 11.39% 1.358%
60 13.357 1880 1882 1886 rVV2 373988 454601 4.87% 0.581%
61 13.392 1886 1888 1891 rVB 302898 239491 2.57% 0.306%
62 13.680 1930 1937 1940 rBV6 112745 315579 3.38% 0.403%
63 13.821 1957 1961 1968 rVB 1626178 1751683 18.77% 2.238%
64 13.933 1977 1980 1982 rBV3 81641 113201 1.21% 0.145%
65 14.033 1993 1997 2000 rBvV2 264329 361691 3.88% 0.462%
66 14.092 2004 2007 2011 rVV 1268221 1467847 15.73% 1.875%
67 14.133 2011 2014 2023 rVV2 573430 1263609 13.54% 1.615%
68 14.216 2024 2028 2033 rVV6 291455 706700 7.57% 0.903%
69 14.257 2033 2035 2039 rVV 463468 583929 6.26% 0.746%
70 14.304 2039 2043 2048 rVB2 207255 346547 3.71% 0.443%
71 14.545 2081 2084 2087 rBV 165498 252709 2.71% 0.323%
72 14.710 2108 2112 2119 rBV 1421892 1754800 18.80% 2.242%
73 14.851 2133 2136 2141 rVB2 130850 172924 1.85% 0.221%
74 14.974 2153 2157 2161 rBV2 623036 845345 9.06% 1.080%
75 15.021 2161 2165 2170 rVB3 270045 437068 4.68% 0.558%

76 15.163 2187 2189 2195 rVB 300474 437501 4.69% ©.559%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS Vvial : 11 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.221 2196 2199 2207 rVB3 193261 327348 3.51% 0.418%
78 15.592 2259 2262 2271 rVB 379516 532939 5.71% ©0.681%
79 15.751 2284 2289 2299 rVB 564917 1029008 11.03%  1.315%
80 16.110 2345 2350 2355 rBv4 218073 517868 5.55% ©0.662%

81 17.268 2542 2547 2566 rVB2 143090 466898 5.00% ©.597%

Sum of corrected areas: 78264457
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 22 Feb 2022 19:19
¢ CG\JU
: N1626-16

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
BF127017.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF127017.D\data.ms
5.534 6.540
7.481
6.916
6.069
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TIC: BF127017.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1-Decene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.763 172.32 ng 7751670  Acenaphthene-d10 9.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 95
2 Cyclodecane 140 C1eH20 000293-96-9 93
3 1-Undecanol 172 C11H240 000112-42-5 91
4 1-Dodecanol 186 C12H260 000112-53-8 91
5 Cyclododecane 168 C12H24 000294-62-2 91

Abundance Scan 1271 (9.763 min): BF127017.D\data.ms (-1265) () m/z 55.05 100.00%

55.0
83.1
5000
1111 —r s
9.50 10.00
140.2
) S "1““Hh“““““““?‘?‘852“” m/z 69.10  80.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20642: 1-Decene
55.0
5000 —T ey
9.0 83.0 9.50 10.00
' 111.0 m/z 41.10 80.04%
‘ ‘ " 140.0
O' \\“‘\‘\\1‘\\1\‘\\\\}\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20644: Cyclodecane
55.0
—r— =
9.50 10.00
5000 83.0 m/z 43.10 69.61%
27.0
111.0 140.0
0 I8 E—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47350: 1-Undecanol P I
55.0 9.50 10.00
m/z 56.10 67.86%
83.0
5000
31.0
111.0
o " R
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1-Dodecanamine, N,N-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.904 79.47 ng 3575010  Acenaphthene-d10 9.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 91
2 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 80
3 Dodecyltrimethylammonium bromide 307 C15H34BrN 001119-94-4 78
4 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 78
5 1-Heptanamine, N,N-dimethyl- 143 CSH21N 005277-11-2 78

Abundance Scan 1295 (9.904 min): BF127017.D\data.ms (-1291) (-) m/z 58.10 100.00%
1

58
5000
— =
84.0 10.00
Obrrrprre et e o0 1141 142.1 1842 2133 /7 41,10 5.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #91105: 1-Dodecanamine, N,N-dimethyl-
58.0
5000 U
10.00
m/z 43.10 4.52%
0L, 290, . 840 11401400 170.0 213.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34022: N,N-Dimethyloctylamine
58.0
i
10.00
5000 ITI/Z 59.05 4.10%
0 150 91.01140  157.0
T s m R R AR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #207852: Dodecyltrimethylammonium bromide P
58.0 10.00
m/z 42.05 3.68%
5000
o280, 940 1350 1700 2130
corpree e T P
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\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Dodecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.192  27.63 ng 1242940  Acenaphthene-d10 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Nonanoic acid 158 C9H1802 000112-05-0 60
5 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 47

Abundance Scan 1344 (10.192 min): BF127017.D\data.ms (-1337) (-1 m/z 73.05 100.00%

73.0
41.1
5000
129.0
157.1 o ot
97.1
Il LJ \\M Il | 200.2 B e oeeTh
O i gl “_‘uq“u“ﬂ“u“_“‘ m/z 60.00 95.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75716: Dodecanoic acid
60.0
5000 —— ——
650 129.0 1570 10.00 10.50
29.0 ' m/z 41.10 65.52%
200.0
O Lj“ Hh“\‘\}hxk\)\\\‘\\‘\\““\\\\‘\\‘\\‘\\\\l\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60690: Undecanoic acid
60.0
‘
lO 00 lO 50
5000 29.0 ITI z 43.10 61.81%
129.0
87.0
m ‘ ‘1570 186.0
0! “”M‘W_‘uwluu"HJ‘H“_M‘W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46966: n-Decanoic acid
73.0 10 00 lO 50
m/z 55.10 61.09%
129.0
5000
43.0
LSS 172.0
Ol el lll gl e
\ \ \ \ I \ \ \

m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1-Dodecanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.286 207.46 ng 9332290  Acenaphthene-d10 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol 186 C12H260 000112-53-8 91
2 1-Tetradecanol 214 C14H30e0 000112-72-1 91
3 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
4 n-Pentadecanol 228 C15H320 000629-76-5 91
5 1-Undecanol 172 C11H240 000112-42-5 91

Abundance Scan 1360 (10 286 min): BF127017.D\data.ms (-1354) (1 m/z 55.05 100.00%

3.1
5000
1111 e —
10.00 10.50
154.2
o“‘_“ﬂh ‘ H!MHM“W“_“w“%ﬁgﬁ“?%3} m/z 69.05 84.60%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #61045: 1-Dodecano
58,
WJLO

5000
29.0 1000 1050
111.0 m/z 83.10 7.22%
140.0
L M0 0
0\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92362: 1-Tetradecano
55.0 , 83.0

1000 1050
5000 m/z 41.10 76.88%

111.0
' 1400 168.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76025: n-Tridecan-1-o0

0
55.0 |
5. 83.0 1000 1050
m/z 43.10 %
5000
111.0
29.0
154.0
0 182.0
m/z--> 20 40 60 80 100 120 140 160 180 200 1000 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-Tetradecanamine, N,N-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.881 72.03 ng 2081380  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 91
2 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 83
3 Dimethyl palmitamine 269 C18H39N 000112-69-6 78
4 1-Decanamine, N,N-dimethyl- 185 C12H27N 001120-24-7 78
5 N-[3-(Dimethylamino)-2,2-dimethy... 241 C13H27N30 728932-41-0 78

Abundance Scan 1461 (10.881 min): BF127017.D\data.ms (-1457) (1 m/z 58.10 100.00%

58.1
5000
e ST
10.50 11.00
Ot 895 114114211702 21232413 n/z 41.10  5.01%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #125005: 1-Tetradecanamine, N,N-dimethyl-
58.0
5000 — —
10.50 11.00
m/z 43.10 4.63%
01220, | 850 114.0 241.0
‘HH‘HH‘HH‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #91105: 1-Dodecanamine, N,N-dimethyl-
58.0
B =
10.50 11.00
5000 ITI/Z 59.10 4.06%
01290, | 850 114.0142,0170.0 2130
P T T S e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #159767: Dimethyl palmitamine = e
58.0 10.50 11.00
m/z 55.10 3.08%
5000
0290, | 850 114.0142.0170.0 269.C
Do T S T e o — —
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tridecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.116 15.11 ng 436604  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 47
5 Methyl-.alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 43
Abundance Scan 1500 (11.110 min): BF127017.D\data.ms (-1495) (.  m/z 73.10 100.00%
73.1
43.1
5000 129.1 LA/\L
- T T ‘ T T ‘ T
LM 11.00 11.50
(o] m/z 59.95 96.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92070: Tridecanoic acid
73.0
43.0 “AM
5000 S ~l -
129.0 11.00 11.50
171.0 214.0 m/z 43.10 71.88%
oo W IS L L]
O\\\“.\q}\\“‘“\\”\”\w\‘\‘Hh‘\\\H“‘\\‘U}‘\‘\‘\\“\\}H\“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109279: Tetradecanoic acid
73.0
43.0
11.00 11.50
5000 129.0 m/z 41.10  62.05%
185.0
97.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46963: n-Decanoic acid — e
60.0 11.00 11.50
m/z 55.10 56.78%
29.0
5000
1290
L
o“wuhq‘uw‘wﬁmluwuww‘HW‘H‘_‘M‘HH‘H‘W‘H‘ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1-Hexadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.227 146.92 ng 4245430  Phenanthrene-di10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
3 n-Pentadecanol 228 C15H320 000629-76-5 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91

Abundance Scan 1520 (11.228 min): BF127017.D\data.ms (-1517) (-} m/z 55.10 100.00%

55.1
83.1
5000 AMA\
111.1
1100 1150
140.2 182.2
oww‘i‘:” b A e e 200:2 m/z 69.10 80.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126374: 1-Hexadecano
43.0
69.0
97.0
5000 —— —
11.00 11.50
m/z 83.10 79.60%
125.0
0\\\‘\‘\‘\\“‘\\\“‘\ \\H‘\\“\\’\h\\\w\].ﬁ%‘q\\\‘\%?\6‘(\)\\2\%\4’\\0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76025: n-Tridecan-1-o
530 &30
—— —
1100 11.50
5000 ITIZ 75.04%
111.0
29.0
154.
o L 1820
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109471: n-Pentadecano
55.0 83.0 1100 1150
m/z 74.68%
5000 111.0
29.0 ‘
140.0 182.0
ol A AL 2400, 1820 2100 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1100 1L50

8270-BF021622.M Wed Feb 23 14:32:26 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19

Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: 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

Concentration Rank 13

Peak Number 8 Cyclotetradecane

R.T. EstConc Area Relative to ISTD R.T.
11.663 19.93 ng 575870  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 87
2 1-Octadecanol 270 C18H380 000112-92-5 50
3 Cyclohexadecane 224 C16H32 000295-65-8 50
4 n-Pentadecanol 228 C15H320 000629-76-5 50
5 Cetene 224 C16H32 000629-73-2 50

Abundance Scan 1594 (11.663 min): BF127017.D\data.ms (-1589) (1 m/z 179.10 100.00%
179.1
55.1
83.1
5000 135.0
— =
| d $ 11.50 12.00
Obrpere i bl L LB b 20602360 - psp 5510 75.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71732: Cyclotetradecane
558.0
83.0
5000 —— N
29.0 11.50 12.00
111.0 m/z 41.18  65.26%
o ‘ IE R “ 139.0 168.0 196.0
\‘HH‘H\‘\H‘\H‘HH‘HH‘H\\‘\H\‘H\\‘\H\‘HH‘\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161350: 1-Octadecano
43.0 83.0
— -
11.50 12.00
5000 m/z 57.10 64 .45%
o ‘M L 139.0 168.0 196.0 224.0 252.(
S aRasEAREL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104594: Cyclohexadecane — ==
55.0 83.0 11.50 12.00
m/z 43.10 56.74%
5000
29.0 111.0
oL
‘_‘H‘H“‘“_‘H‘H‘W‘H‘M‘H‘H‘w‘u‘_‘H‘H‘W‘H“ = 5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19

Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 9 unknownl2.563 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.563 34.01 ng 982686  Phenanthrene-d1e 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, 2-(ethylthio)tetrahydro- 146 C7H140S 016315-51-8 14
2 2,2-Dimethylpropanoic acid, unde... 256 C16H3202 227953-78-8 14
3 7,8-Dimethylfurazano[f]quinoxaline 200 C1OH8N40 1010110-74-6 11
4 Methyl 3-hydroxydodecanoate 230 C13H2603 072864-23-4 10
5 Thiazolo[4,5-f]quinoline, 2-methyl- 200 C11H8N2S 038463-33-1 10

Abundance Scan 1747 (12.563 min): BF127017.D\data.ms (-1744) (-]

m/z 103.05 100.00%

1038.1
43.1
200.2
5000
+ 1250 |
130.1158.1
0 2433 43.10  62.20%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #25465: 2H-Pyran, 2-(ethylthio)tetrahydro-
558.0
85.0
5000
1250
m/z 60.05 61.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #143582: 2,2-Dimethylpropanoic acid, undecyl ester
570 1030
T \
1250
5000 ITI/Z 200.15 54.21%
154.0
o2 f Al L s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75479: 7,8-Dimethylfurazano[flquinoxaline ‘ ‘
200.0 1250
55.05 53.33%
B JM
88.0 118.0
43.0 ‘ ‘ 159.0 ‘
Olrrrre ek oty oot e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Dodecylmethylbenzylamine Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.639 16.31 ng 471311  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecylmethylbenzylamine 289 C20H35N 068397-57-9 86
2 1,3,4-0Oxadiazole-2(3H)-thione, 5... 389 C17H16BrN30S 1010271-07-7 83
3 2-[Benzyl(methyl)amino]ethanol, ... 279 C16H29NOSi 1000481-09-4 64
4 Benzene, (2-methoxyethenyl)- 134 C9H100 004747-15-3 56
5 Benzene, (1-methoxyethenyl)- 134 C9H100 004747-13-1 56

Abundance Scan 1760 (12.639 min): BF127017.D\data.ms (-1757) (. m/z 134.05 100.00%
1341

91.0
5000
—— —
411 12,50 13.00
ok i d 1982 24612893 m/z 91.05 77.67%
m/z--> 50 100 150 200 250 300 350
Abundance #185509: Dodecylmethylbenzylamine
134.0
5000 91.0 —— —
12.50 13.00
m/z 135.05 10.84%
0 430 198.0 246.0289.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #294530: 1,3,4-Oxadiazole-2(3H)-thione, 5-(2-bromopher
134.0
SN W A .
91.0 12.50 13.00
5000 ITI/Z 92.05 6.27%
ob Pt W B0 25603000 soud
miz--> 50 100 150 200 250 300 350
Abundance #172126: 2-[Benzyl(methyl)amino]ethanol, O-(tert-butyldil P e
134.0 12.50 13.00
91.0 .
m/z 41.10 5.95%
- JV\JL‘/
olAL0,y | ] 1740 2220 279.0
R T B B R R —— ——
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF021622.M Wed Feb 23 14:32:30 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.810 21.11 ng 1549550  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 92
2 Pyrrolo[1,2-a]-1,3,5-triazine-7-... 223 C9HIN304 054449-89-7 83
3 Tricyclo[3.3.3.0(1,5)]undec-6-en... 223 C14H13N3 118894-71-6 42
4 Pyridine, 4-ethyl-2,6-dimethyl- 135 C9H13N 036917-36-9 38
5 3-Ethyl-5-(4-nitro-1H-pyrazol-1-... 223 C7H9N702 1000387-05-7 38

Abundance Scan 1789 (12.810 min): BF127017.D\data.ms (-1786) (.  m/z 223.15 100.00%
228.2

1351
5000
45.1
— e
91.1
12.50 13.00
169.0 294.3
oH‘MHLm‘mwkwdwywm‘uwuu‘uu_‘m‘Hw‘?ﬁ%%‘um_‘ m/z 135.05  85.60%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #191710: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenc
228.0
135.0
5000 - =
12.50 13.00
m/z 45.10 36.98%
45.0 91.0 /
ol L L, | 1730 294.0
H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #103443: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1
223.0
135.0 T L
178.0 12.50 13.00
5000 m/z 57.10 21.74%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #103099: Tricyclo[3.3.3. 0(1 5)Jundec-6-ene-2,3,6-tricarba P ——
143. 223.0 12.50 13.00
m/z 107.10  15.15%
5000
81.0
0 WMHM‘HWNHW‘HWH‘WH‘WH = sha
m/z--> 40 60 80 100120140160180200220240260280300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19

Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 12 Pyrrolo[1,2-a]-1,3,5-triazi... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.133 1s.88 ng 1385730 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrrolo[1,2-a]-1,3,5-triazine-7-... 223 COHON304 054449-89-7 58

2 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003
3 benzo[b]thiophene-2-carboxylic a... 223 C9H5NO4S
4 3-Ethyl-5-(4-nitro-1H-pyrazol-1-... 223 C7H9N702
5 1,3-Dimethyl-2,6-dioxo0-2,3,6,7-t... 223 C8H9N503

002315-61-9 47
1000400-85-2 27
1000387-05-7 25
1000312-03-1 22

Abundance Scan 1844 (13.133 min): BF127017.D\data.ms (-1840) (1 m/z 223.15 100.00%

228.2
135.1
45.1
5000
| 91.0 ‘ 279.1 13.00 13.50
I ‘M‘w”u Jobiarsr 18100 ) 135,05 72.50%
miz--> 50 100 150 200 250 300
Abundance #103443: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1
228.0
135.0
178.0
5000 _— o
13.00 13.50
m/z 45.10 55.02%
O T T ‘ T T T ‘ T T \‘\ H\ \M \H‘ T \‘\ T ‘ T T T ‘ T 1
miz--> 50 100 150 200 250 300

Abundance #191710: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenc
223.0

3

T —
13.00 13.50

135.0
5000 ITI/Z 107.10 33.00%
45.0
91.0
o o b330 | 70
miz--> 50 100 150 200 250 300
Abundance #103399: benzo[b]thiophene-2-carboxylic acid, 5-nitro- T —
223.0 13.00 13.50
m/z 237.20 23.53%
5000
177.0
89.0 ‘
121.0
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF021622.M Wed Feb 23 14:32:34 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown13.822 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.822 23.87 ng 1751680  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13H-Dibenzo[a,i]carbazole 267 C20H13N 000239-64-5 32
2 7H-Dibenzo(a,g)carbazole 267 C20H13N 000207-84-1 27
3 Ethanol, 2-[2-[2-[4-(1,1,3,3-tet... 338 C20H3404 002315-62-0 25
4 2-Bromophenethyl alcohol, methyl... 214 C9H11BrO 1000365-11-9 25
5 2-Benzylidenehydrazono-3-methyl-... 267 C15H13N3S 1000146-59-1 22
Abundance Scan 1961 (13.821 min): BFlZ?Ol?[ﬂdMarns(1957)( m/z 267.15 100.00%
6y7.1
45.0
135.1
5000
— b
| N h 177.1 2231 338.3 13.50 14.00
ob—ddo bl b £ 2850 L OO m/z 45.85 83.01%
miz--> 50 100 150 200 250 300
Abundance #157131: 13H-Dibenzo[a,i]carbazole
267.0
5000 = ——
13.50 14.00
133.0 m/z 135.05 55.84%
0 63.0 98.0 , | 17402110 |
\\\‘\\\\\\\\ \\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #157127: 7TH-Dibenzo(a,g)carbazole
267.0
= —=
13.50 14.00
5000 m/z 57.10 31.40%
.0
0l,390 870 | | 17402130, |
i e E L
miz--> 50 100 150 200 250 300
Abundance #246209: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe — ——
267.0 13.50 14.00
m/z 89.10 30.32%
5000
48.0 133.0
‘ ‘\\\ \‘ h 205.0 338.0
ol by oy o P L PO = —
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF021622.M Wed Feb 23 14:32:35 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknownl14.710 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.710  23.91 ng 1754800  Chrysene-di12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 35
2 3,6,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606 071128-99-9 32
3 3,6,9,12,15-Pentaoxabicyclo[15.3... 312 C16H2406 065112-36-9 30
4 Methyl N-{4-[3-(4-methoxyphenyl)... 311 C18H17NO4 1000444-07-2 30
5 3-(2-Methoxyethyl)-1-nonanol, TM... 274 C15H3402Si 1000216-82-7 27

Abundance Scan 2112 (14.710 min): BF127017.D\data.ms (-2108) (- m/z 45.10 100.00%

45.1
311.1
5000 89.0 1351
—— —
14.50 15.00
2051 2
ol L ik | ” ‘ o 2erd | 38237 311,15 74.31%
mlz--> 50 100 150 200 250 300 350
Abundance  #152474: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45.0
5000 T T T \M
89.0 14.50 15.00
m/z 89.05 43.79%
133.0
O\‘\“‘J ‘H““\h\]\\\\‘\1\77\\0‘2\2\1-\0\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #231378: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-
45.0
—— —
14.50 15.00
5000 89.0 ITI/Z 135.05 37.87%
' 326.0
oL b Ly 7 23802820 7
miz--> 50 100 150 200 250 300 350
Abundance #214018: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa- e T
45.0 14.50 15.00
m/z 57.10 32.31%
89.0
5000
312.0
133.0177.0
ol s ‘L L | 22402690 |
B I e —— —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF021622.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 unknownl4.974

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.974 31.72 ng 845345  Perylene-di2 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606
,9,12-Tetraoxatetradecan-1-o0l... 440 C25H4406
,9,12,15-Pentaoxabicyclo[15.3... 312 C16H2406

aethylene glycol 282 C12H2607

2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010

n—-xc\c\cn

Abundance Scan 2157 (14.974 min): BF127017.D\data.ms (-2153) (-]

071128-99-9 49
026264-02-8 45
065112-36-9 43
002615-15-8 38
003386-18-3 38

m/z 45.10 100.00%

45.1
5000 311.2
135.1 -
‘ H ‘ 367.3 15.00
- wu L “ 22000 2611 )1 L — m/z 89.10  42.92%
mlz--> 50 100 150 200 250 300 350 400
Abundance #231378: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-
458.0
5000 T
15.00
m/z 311.20 409.15%
133.0 326.0
O T \‘h\ T ‘ T \‘U\ ‘\‘ “l\ T \hl\”i T \1“9\]_‘0\?\3\8"0\ T ‘ T \‘\.\ ’ L ‘ T TT ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #321993: 3,6,9,12-Tetraoxatetradecan-1-ol, 14-(nonylphe
267.0 15 00
5000 133.0 m/Z 135.05 24.58%
e M
oL Nk “ \u\‘\\‘ H I e “ ‘\\‘H Il H‘ Al ‘\“\L l‘\ ‘\ “ “‘ “ "‘Jd‘ ’ ‘\‘ Da—
miz-> 50 100 150 200 250 300 350 400
Abundance #214018: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa- e
45.0 15.00
m/z 43.10 19.23%
5000
312.0
1190 9770
1 H h I ‘ 224.0
(o RN T M S S - ——
m/z--> 50 100 150 200 250 300 350 400 15.00
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
BF127017.D
: 22 Feb 2022 19:19

Operator : CG\JU

Sample
Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

: N1626-16

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 3,6,9,12,15-Pentaoxabicyclo...

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.021 16.40 ng 437068  Perylene-di12 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual

uih wNnPE
P NEDNW

,6,9,12,15-Pentaoxabicyclo[15.3... 312 C16H2406
1-Crown-7 308 C14H2807
8-Crown-6, (2-bromophenyl)- 418 C18H27Bro06
-[2-[2-[2-[2-[2-[2-(2-Methoxyet... 384 C17H3609
,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006

Abundance Scan 2165 (15.021 min): BF127017.D\data.ms (-2161) (-

065112-36-9 60
033089-36-0 50
1010161-53-4 42
025990-96-9 42
1000163-64-0 40

m/z 45.10 100.00%

45.1
5000 89.1
311.2
133.1 _— :
15.00
0 mwwww:“ "J\““““\Mmm‘ Pl a2 LT3y g9 10 a4.38%
mlz--> 50 100 150 200 250 300 350 400
Abundance #214018: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-
43.0
89.0
5000 i :
15.00
312.0 m/z 311.20 36.93%
133.0177.0
[o) L \L . h \h ‘ 22402690 1
\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #208769: 21-Crown-7
e ———ry
15.00
5000 89.0 ITI/Z 133.05 20.32%
133.0
1770
oL L L. | T2 005080
m/z--> 50 100 150 200 250 300 350 400
Abundance #312130: 18-Crown-6, (2-bromophenyl)- ——
45.0 119.0 15.00
m/z 91.05 18.45%
5000
163.0 339.0
oL b L4 %5 207.0251 09050 " 420, -
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown15.163 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.163 16.42 ng 437501  Perylene-di12 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl N-{4-[3-(4-methoxyphenyl)... 311 C18H17NO4 1000444-07-2 27
2 3-Methoxymethoxy-6,6-dimethyl-2-... 196 C12H2002 1000187-62-2 22
3 3,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Bro7 111982-23-1 16
4 1,2,4-benzenetricarboxylic acid,... 342 C12H10ON2010 1000398-22-5 12
5 Hexaethylene glycol 282 C12H2607 002615-15-8 12

Abundance Scan 2189 (15.163 min): BF127017.D\data.ms (-2187) (- m/z 45.10 100.00%

48.1 311.2
5000 135.1
1500 1550
05.1 : :
oL bl ) “‘_MWMHZ‘SF?W 803 m/z 311.20  89.05%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #213018: Methyl N-{4-[3-(4-methoxyphenyl)prop-2-enoyl]
311.0
5000 \M T T
161.0 15.00 15.50
251.0 m/z 135.05  49.60%
39.0 1
ok, \‘M\\ ‘M\‘ ‘?\ u“ L“ ‘\L\‘ ‘\\ ‘\‘\‘\ " ‘h‘ ’”‘ [‘ ‘\‘ “L‘H A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71511: 3-Methoxymethoxy-6,6-dimethyl-2-methylene-bic
43.0
e =
15.00 15.50
5000 ITI/Z 89.10 39.83%
134.0
ol il ‘m‘l"“1‘9‘?9"_ww_ww,m
miz--> 50 100 150 200 250 300 350 400 450
Abundance #329463: 3,6,9,12,15,18,21-Heptaoxabicyclo[21.3.1]hept; —— ——
45.0 15.00 15.50
m/z 161.10 29.99%
5000
133.0
‘ 1? 265.0
oLty 2550 33003830 464 )Y\ S
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 18 unknownl5.751 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.751 38.62 ng 1029010  Perylene-di12 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 21-Crown-7 308 C14H2807 033089-36-0 38
2 18-Crown-6, [2-(diethylboryl)phe... 408 C22H37B06 1010161-99-8 38
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 38
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 38
5 Pentaethylene glycol 238 C10H2206 004792-15-8 37

Abundance Scan 2289 (15.751 min): BF127017.D\data.ms (-2284) (-1 m/z 45.10 100.00%

45.1
5000 355.3
161.1
—r —
H \ ) 15.50 16.00
0 WM ol ‘“‘ n b £2312681 | 4260 n; 355,30 43.65%
mlz--> 50 100 150 200 250 300 350 400
Abundance #208769: 21-Crown-7
43.0
5000 o —_—,
15.50 16.00
1330 m/z 89.10 42.88%
m/z--> 5 100 150 200 250 300 350 400
Abundance #306758: 18-Crown-6, [2-(diethylboryl)phenyl]-
43.0
— —
15.50 16.00
5000 ITI/Z 57.10 31.05%
133.0
221.0 379.0
S U sl XS ol
miz--> 50 100 150 200 250 300 350 400
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e —— —
45.0 15.50 16.00
m/z 161.10 27.10%
5000
133.0
0 I ‘ |l ‘ o \‘ , 207.0252.0 327.0
e T B B R e e —— —
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 19 unknownl6.110 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.110 19.43 ng 517868 Perylene-d12 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 47
2 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 582 C22H46012 006809-70-7 40
3 Heptaethylene glycol 326 C14H3008 005617-32-3 40
4 21-Crown-7 308 C14H2807 033089-36-0 40
5 3,6,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606 071128-99-9 38

Abundance Scan 2350 (16.110 min): BF127017.D\data.ms (-2345) (- m/z 45.10 100.00%

45.1
5000 ‘J\\/\/M\
133.1 355.3 — —
411.3 16.00 16.50
0 l"““}1\§ﬁ'2611\\ m/z 89.10 44.99%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance  #152473: 1,4,7,10,13,16-Hexaoxacyclooctadecane
43.0
5000 i e
16.00 16.50
133.05 25.67%
‘ 133.0 m/z
O\\JM\‘”“'\\‘1\\\[\f\\‘z\zfj-\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0
—r —
16.00 16.50
5000 ITI/Z 355.25 24.71%
133.0
ol d iyl 4 2210 2050 4150
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231002: Heptaethylene glycol =7 7
45.0 16.00 16.50
m/z 43.10 21.22%
o Mﬂﬁkwfvwmﬁwmwww\ﬂpm
133.0
obetdtal I 2070 2670 — —
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknownl7.268 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.268 17.52 ng 466898  Perylene-di12 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 18-Crown-6, [2-(diethylboryl)phe... 408 C22H37B06 1010161-99-8 38
2 3,6,9,12,15,18-Hexaoxabicyclo[18... 418 C18H27Bro6 111982-22-0 38
3 3,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Bro07 111982-23-1 38
4 Heptaethylene glycol 326 C14H3008 005617-32-3 38
5 Pentaethylene glycol 238 C10H2206 004792-15-8 38

Abundance Scan 2547 (17.268 min): BF127017.D\data.ms (-2542) (-1 m/z 45.10 100.00%

45.1
5000
161.1 399.3
—r— —
w 245.3 341.0 17.00 17.50
0 ‘H”‘wﬂ‘mﬁl‘ﬂ:muﬂ"H““‘_““H‘u¢‘w““‘ m/z 89.10  48.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #306758: 18-Crown-6, [2-(diethylboryl)phenyl]-
43.0
5000 — —
133.0 17.00 17.50
m/z 57.10 34.31%
221.0 379.0
O \‘\‘ “\\M\}“‘\H‘\‘\‘\“\\l\\‘\f\\‘\\219\]-‘(\)\\\‘\\‘\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #312131: 3,6,9,12,15,18-Hexaoxabicyclo[18.3.1]tetracos:
45.0
—r— —
17.00 17.50
5000 133.0 ITI/Z 161.10 33.55%
182.0
bbb o paa0_ 390 a180
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #329463: 3,6,9,12,15,18,21-Heptaoxabicyclo[21.3.1]hept; —— ——
45.0 17.00 17.50
m/z 133.05 28.51%
5000
133.0
182.0
TN ‘ | 2650 33003830 464
e e e P e —r— ——
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127017.D

Acqg On : 22 Feb 2022 19:19
Operator : CG\JU

Sample : N1626-16

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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|
1-Decene 9.763 172.3 ng 7751670 3 9.957 899679 20.0
1-Dodecanamine, ... 9.904 79.5 ng 3575010 3 9.957 899679 20.0
Dodecanoic acid 10.192 27.6 ng 1242940 3 9.957 899679 20.0
1-Dodecanol 10.286 207.5 ng 93322990 3 9.957 899679 20.0
1-Tetradecanami... 10.881 72.0 ng 2081380 4 11.451 577918 20.0
Tridecanoic acid 11.110 15.1 ng 436604 4 11.451 577918 20.0
1-Hexadecanol 11.227 146.9 ng 4245430 4 11.451 577918 20.0
Cyclotetradecane 11.663 19.9 ng 575870 4 11.451 577918 20.0
unknown12.563 12.563 34.0 ng 982686 4 11.451 577918 20.0
Dodecylmethylbe... 12.639 16.3 ng 471311 4 11.451 577918 20.0
Ethanol, 2-[2-[... 12.810 21.1 ng 1549550 5 14.092 1467850 20.0
Pyrrolo[1,2-a]-... 13.133 18.9 ng 1385730 5 14.092 1467850 20.0
unknown13.822 13.822 23.9 ng 1751680 5 14.092 1467850 20.0
unknownl14.710 14.710 23.9 ng 1754800 5 14.092 1467850 20.0
unknown14.974 14.974 31.7 ng 845345 6 15.592 532939 20.0
3,6,9,12,15-Pen... 15.021 16.4 ng 437068 6 15.592 532939 20.90
unknown15.163 15.163 16.4 ng 437501 6 15.592 532939 20.0
unknown15.751 15.751 38.6 ng 1029010 6 15.592 532939 20.0
unknownl6.110 16.110 19.4 ng 517868 6 15.592 532939 20.0
unknownl17.268 17.268 17.5 ng 466898 6 15.592 532939 20.0
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