LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1076-13

Misc :

ALS Vvial : 20 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126577.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.228 21 24 31 rVB 24684 31501 1.48% 0.128%
2 2.810 116 123 133 rBV 35510 57534 2.70% 0.233%
3 4.987 489 493 501 rVB 40024 53277 2.50% 0.216%
4 5.392 557 562 575 rVB 2088534 2071998 97.25%  8.401%
5 6.216 697 702 709 rBV3 20446 29184 1.37% 0.118%
6 6.410 730 735 741 rBV 1910499 2130513 100.00% 8.638%
7 6.481 744 747 749 rVB 82251 61644 2.89% 0.250%
8 6.604 764 768 773 rBV3 46303 51182 2.40% 0.208%
9 6.769 792 796 799 rBV 703717 557034 26.15% 2.258%
106 7.333 887 892 895 rBV 1485878 1380914 64.82% 5.599%
11 7.663 945 948 952 rBV 30966 24789 1.16% 0.101%
12 7.798 968 971 975 rBV3 37951 34212 1.61% 0.139%
13 7.857 975 981 988 rBv4 22106 43341 2.03% 0.176%
14 7.963 994 999 1002 rBV 752797 705903 33.13% 2.862%
15 8.051 1010 1014 1017 rBV 924273 744956 34.97%  3.020%
16 8.280 1046 1053 1056 rVB2 127251 152063 7.14% 0.617%
17 8.380 1066 1070 1077 rBV 354591 337651 15.85% 1.369%
18 8.463 1080 1084 1100 rVB 713111 643117 30.19% 2.607%
19 8.710 1123 1126 1131 rVB 47689 46138 2.17% 0.187%
20 9.057 1182 1185 1188 rBvV 71900 57882 2.72% 0.235%
21  9.133 1193 1198 1201 rVB 2221416 1988988 93.36% 8.064%
22 9.392 1239 1242 1247 rVB2 38032 32432 1.52% 0.131%
23 9.669 1286 1289 1294 rBV 74193 63418 2.98% 0.257%
24 9.739 1294 1301 1304 rVW 535774 474918 22.29% 1.925%
25 9.810 1308 1313 1316 rBV 857769 737521 34.62%  2.990%
26 9.963 1335 1339 1342 rBv2 32223 30293 1.42% 0.123%
27 10.004 1342 1346 1351 rVV 212475 191637 8.99% 0.777%
28 10.051 1351 1354 1360 rVB4 93275 85551 4.02% 0.347%
29 10.204 1376 1380 1386 rBV2 327070 284475 13.35% 1.153%
30 10.404 1411 1414 1417 rBV 53426 40440 1.90% 0.164%
31 10.504 1427 1431 1437 rBV4 40354 53019 2.49% 0.215%
32 10.598 1443 1447 1450 rBV 1225506 1055382 49.54% 4.279%
33 10.721 1462 1468 1469 rBV3 24891 34287 1.61% 0.139%
34 10.821 1480 1485 1492 rBV6 13618 26513 1.24% 0.107%
35 11.086 1527 1530 1535 rVB2 107949 94281 4.43% 0.382%
36 11.145 1535 1540 1543 rBV2 79697 69419 3.26% 0.281%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1076-13

Misc :

ALS Vvial : 20 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.257 1555 1559 1562 rBV4 17274 23224 1.09% 0.094%
38 11.292 1562 1565 1568 rVV 701454 621201 29.16% 2.519%
39 11.316 1568 1569 1574 rVvV 177655 126109 5.92% 0.511%
40 11.368 1574 1578 1581 rVB 69340 66973 3.14% 0.272%
41 11.521 1600 1604 1607 rBV2 30598 36879 1.73% 0.150%
42 11.674 1627 1630 1632 rBV 107437 100139 4.70% 0.406%
43 11.698 1632 1634 1639 rVB2 46218 41417 1.94% 0.168%
44 11.745 1639 1642 1644 rBV 72303 68400 3.21% 0.277%
45 11.798 1648 1651 1653 rBvV 53775 48702  2.29% ©0.197%
46 11.833 1653 1657 1661 rVV2 145170 164033 7.70% 0.665%
47 11.863 1661 1662 1666 rVB2 28461 28930 1.36% 0.117%
48 11.904 1666 1669 1672 rBV2 42028 46272 2.17% 0.188%
49 12.116 1703 1705 1709 rVB 39209 32704 1.54% 0.133%
50 12.286 1729 1734 1740 rBV5 43259 71439 3.35% 0.290%
51 12.351 1740 1745 1748 rBV2 48625 66836 3.14% 0.271%
52 12.427 1756 1758 1763 rVB2 66302 70051 3.29% 0.284%
53 12.480 1763 1767 1769 rBV 101234 131228 6.16% 0.532%
54 12.510 1769 1772 1775 rVB 521606 444602 20.87% 1.803%
55 12.557 1775 1780 1781 rBV4 18628 26194 1.23% 0.106%
56 12.739 1805 1811 1813 rBV 447300 462596 21.71% 1.876%
57 12.786 1817 1819 1825 rVB2 32634 42910 2.01% ©.174%
58 12.857 1827 1831 1832 rBV 35324 32185 1.51% 0.130%
59 12.886 1832 1836 1839 rVV 1383556 1209056 56.75% 4.902%
60 12.957 1843 1848 1852 rBvV2 54819 86668 4.07% 0©.351%
61 13.039 1859 1862 1865 rBvV3 45951 64183 3.01% 0.260%
62 13.127 1874 1877 1880 rVB4 27634 31542 1.48% 0.128%
63 13.168 1880 1884 1888 rBV 77727 79595  3.74% 0.323%
64 13.262 1897 1900 1902 rVB 47100 39150 1.84% 0.159%
65 13.292 1902 1905 1910 rBV3 35685 49450  2.32% ©0.200%
66 13.362 1914 1917 1923 rVB 82021 96625 4.54% 0.392%
67 13.574 1950 1953 1958 rVB 90884 87194 4.09% 0.354%
68 13.686 1968 1972 1975 rBV2 61268 86959 4.08% 0.353%
69 13.715 1975 1977 1979 rVV 65001 76123 3.57% 0.309%
70 13.739 1979 1981 1985 rVV3 75158 95149 4.47% 0.386%
71 13.792 1986 1990 1998 rVB3 130171 209949 9.85% 0.851%
72 13.939 2007 2015 2017 rBV2 607952 832247 39.06% 3.374%
73 13.962 2017 2019 2022 rVB 229381 189224 8.88% 0.767%
74 14.045 2028 2033 2035 rBV2 73964 84152  3.95% 0.341%
75 14.109 2042 2044 2049 rVB5 29966 43504 2.04% 0.176%
76 14.327 2078 2081 2083 rBV 53860 39568 1.86% 0.160%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1076-13

Misc :

ALS Vvial : 20 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 14.362 2084 2087 2090 rVB2 50562 49618 2.33% 0.201%
78 14.392 2090 2092 2094 rBV 65751 60076 2.82% 0.244%
79 14.421 2094 2097 2099 rBV2 59617 64338 3.02% 0.261%
80 14.633 2130 2133 2135 rBV3 26833 27908 1.31% ©0.113%
81 14.721 2145 2148 2157 rVB3 62155 98458 4.62% ©.399%
82 14.798 2158 2161 2166 rVB3 41428 62535 2.94% 0.254%
83 14.968 2186 2190 2199 rBV 294575 557199 26.15% 2.259%
84 15.051 2200 2204 2207 rBV 204557 250705 11.77% 1.016%
85 15.256 2235 2239 2245 rVB 156558 211652 9.93% ©.858%
86 15.321 2246 2250 2255 rVB 180884 222041 10.42% 0.900%
87 15.380 2256 2260 2264 rVV 403159 532293 24.98% 2.158%
88 15.415 2264 2266 2272 rVB3 130848 172014 8.97% ©.697%
89 15.845 2334 2339 2344 rBV 213777 304488 14.29% 1.234%
990 16.333 2416 2422 2427 rBV 65115 120100 5.64% 0.487%
91 16.615 2466 2470 2474 rBVS 21916 41804 1.96% 0.169%
92 16.798 2495 2501 2509 rBV2 80362 163033 7.65% 0.661%
93 16.903 2513 2519 2526 rVB 86990 178434 8.38% ©.723%
94 16.980 2526 2532 2534 rBV5 29535 57013 2.68% 0.231%
95 17.080 2545 2549 2553 rBV2 70804 132451 6.22% ©.537%
96 17.133 2553 2558 2566 rVB2 155712 321263 15.08% 1.303%
97 17.221 2568 2573 2580 rBV2 48134 92301 4.33% 0.374%
98 17.392 2594 2602 2610 rBV8 72729 192983 9.06% ©.782%
99 17.980 2700 2702 2710 rVB9 14640 23850 1.12% 0.097%
100 18.368 2761 2768 2782 rVB10 26633 97672 4.58% 0.396%
Sum of corrected areas: 24664998

8270-BF122921.M Tue Jan 11 13:16:46 2022 Pag 3



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Jan 2022 20:08

: N1076-13

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
BF126577.D

Ju/CaG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08

Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.963 18.95 ng 705903  Naphthalene-d8 8.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 47

5 Methoxyacetic acid, 2-butyl ester 146 C7H1403

Abundance Scan 999 (7.963 min): BF126577.D\data.ms (-994) (-)
57.1

070159-90-9 47

m/z 57.10 100.00%

5000 JL
75.0 95.1 Ve e ey
39 ‘ ‘ 7.60 7.80 8.00 8.20
] ““ﬁu “‘MH bl w““ A “‘1‘2,1‘1” 2l wjz 4500 97.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 L L LA L I L N B
7.60 7.80 8.00 8.20
29.0 75.0 m/z 41.05 36.51%
100.0
miz--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
PR S
7.60 7.80 8.00 8.20
5000 m/z 75.00 19.59%
29.0
75.0
i 100 1m0
oY SRRSO P e S
miz--> 20 40 60 80 100 120 140 160 ﬂ
Abundance #10091: Ethylene glycol monoisobutyl ether N aL e /
57.0 7.60 7.80 8.00 8.20
m/z 95.10 19.22%
5000
29.0 75.0
0 \‘\ I ‘ | 100.0118.0
‘H“ i P e e
m/z--> 0 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknown8.280 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.280 4.08 ng 152063 Naphthalene-d8 8.051

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoramidochloridothioic acid... 159 C2H7CINOPS 000681-04-9 32
2 5-Fluoro-2-nitrophenol 157 C6H4FNO3 000446-36-6 14
3 2-Fluoro-6-nitrophenol 157 C6HAFNO3 001526-17-6 14
4 2-Fluoro-4-nitrophenol 157 C6H4FNO3 000403-19-0 14
5 Phenol, 2-fluoro-4-nitro-, aceta... 199 C8H6FNO4 1000125-98-6 14
Abundance Scan 1053 (8.280 min): BF126577.D\data.ms (-1046) (-) m/z 156.90 100.00%
156.9
5000 610 960
120.9 194.9 A
A A
A
32.0 ‘ H ‘ H 8.00 8.20 8.40 8.60
0! A M el m/z 158.90  99.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35727: Phosphoramidochloridothioic acid, methyl-, O-m
30.0 159.0
97.0
5000 124.0 H/\“uu‘uu‘\’\u‘u%
8.00 8.20 8.40 8.60
63.0 ‘ m/z 96.00  49.64%
O\\\‘\‘\!H{\‘M\“\\‘Hl\\M“\\M\“[\\\\‘r‘m“\‘\\\\}‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34211: 5-Fluoro-2-nitrophenol
157.0 A
A EERAREEEE T
570 127.0 8.00 8.20 8.40 8.60
5000 83.0 m/z 61.00 46.35%
30.0 ‘ ‘
0 i g iy M“u!“ - _‘m;u S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34209: 2-Fluoro-6-nitrophenol T AREERCEETEE S
157.0 8.00 8.20 8.40 8.60
m/z 96.90  44.39%
57.0 830
5000
127.0
R R L e e S N et
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08

Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 1-Propene, 1,2,3-trichloro-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.380 9.06 ng 337651 Naphthalene-d8 8.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 1,2,3-trichloro-, (Z)- 144 C3H3C13 013116-57-9 87
2 1-Propene, 1,1,2-trichloro- 144 C3H3C13 021400-25-9 87
3 1-Propene, 1,2,3-trichloro- 144 C3H3C13 000096-19-5 80
4 1-Propene, 1,2,3-trichloro-, (E)- 144 C3H3C13 013116-58-0 70
5 2,2-Dichlorocyclopropylacetonitrile 149 C5H5CI12N 005365-25-3 53

Abundance Scan 1070 (8.380 min): BF126577.D\data.ms (-1066) (-)

m/z 109.00 100.00%

109.0
5000
143.9
e
43‘-0 75.0 H 8.00 8.20 8.40 8.60 8.80
O et ‘HMH‘ T i SIS m/z 111.00  64.23%
mlz--> 20 40 60 80 100 120 140 160
Abundance #23595: 1-Propene, 1,2,3-trichloro-, (2)-
109.0
5000 RN N
8.00 8.20 8.40 8.60 8.80
39.0 ‘ ‘ 144.0 m/z 143.90 27.22%
O\]\-:\;.\O‘\\\H‘H ‘\\\‘\‘\\\‘\\‘\‘\‘\\\\‘Hl\\‘\\
miz--> 20 100 120 140 160
Abundance #23593.1—Propene,lJ”24nchbro—
109.0
e
8.00 8.20 8.40 8.60 8.80
5000 m/z 145.90 26.38%
370 83.0 144.0
61.0 ‘ H
0\\1\5\'(‘)\“1\””‘”‘” \‘\\\‘\1‘1‘\‘\\\\“\‘1\\‘\\
miz--> 20 100 120 140 160
Abundance #23592.1—Propene,L2,34nchbro— R RRREE s
109.0 8.00 8.20 8.40 8.60 8.80
m/z 43.00 13.63%
5000
83.0 144.0
39.0 ‘ H
olazo o gerol LW WL
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknown8.463 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.463 17.27 ng 643117 Naphthalene-d8 8.051

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,1-dichloro-1-nitro- 143 C2H3C12NO2 000594-72-9 43
2 Ethane, 1,1,1-trichloro- 132 C2H3C13 000071-55-6 37
3 Propanoyl chloride, 2,2-dichloro- 160 C3H3C130 026073-26-7 35
4 Propanoic acid, 2,2-dichloro-, m... 156 C4H6C1202 017640-02-7 35
5 Propane, 1,2,2-trichloro- 146 C3H5C13 003175-23-3 23

Abundance Scan 1084 (8.463 min): BF126577.D\data.ms (-1080) () m/z 61.00 100.00%

61.0
97.0
5000
43.0
146.0 i AR EERE e
125.0 H 164.9 8.20 8.40 8.60 8.80
O ‘7“"H‘MHumu‘“mwmwﬂu(” m/z 97.80  75.52%
mlz--> 20 40 60 80 100 120 140 160
Abundance #23179: Ethane, 1,1-dichloro-1-nitro-
97.0
61.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\
8.20 8.40 8.60 8.80
27.0 m/z 99.00 49.77%
| Lz
O\\\\‘\“\\‘\\\\H}\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160
Abundance #16197:Ethane,qul4nchMro—
97.0
“W‘H‘_“w‘u‘_“
8.20 8.40 8.60 8.80
5000 61.0 m/z 65.00 37.89%
26.0 117.0
miz--> 20 40 60 80 100 120 140 160
Abundance #36342: Propanoyl chloride, 2,2-dichloro- D N S U
97. 8.20 8.40 8.60 8.80
m/z 43.00 33.38%
5000
61.0
270 H
0 l 1250

m/z--> 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknown9.739 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.739 12.88 ng 474918  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazolidin-2-one 87 C3H5NO02 000497-25-6 43
2 1,3-Dioxolane, 2,2-dimethyl- 102 C5H1002 002916-31-6 37
3 .alpha.-D-Xylofuranoside, methyl... 192 C8H1605 003253-83-6 25
4 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 22
5 (Chloromethyl)ethylene carbonate 136 C4H5C103 002463-45-8 16

Abundance Scan 1301 (9.739 min): BF126577.D\data.ms (-1294) (-) m/z 87.00 100.00%
87.0
43.0

5000
61.0 950 10.00
108.9 a0 9.50 10.00
N 9151.1 m/z 43.00 78.68%
20 40 60 80

m/z--> 100 120 140 160

Abundance #2069: Oxazolidin-2-one
87.0

280 oo )
5000 — ——
9.50 10.00
m/z 42.00  38.67%
O\\\“\‘\‘ \\U“\\\\‘\w\\‘\\\\‘\\\\‘\\\\‘\\
20 40 60 80

miz--> 100 120 140 160
Abundance #4858: 1,3-Dioxolane, 2,2-dimethyl-
43.0 87.0
9.50 10.00
5000 ITI/Z 75.00 33.72%
o250, &0
miz--> 20 40 60 80 100 120 140 160 A
Abundance #67269: .alpha.-D-Xylofuranoside, methyl 3,5-di-O-methy P Y
87.0 9.50 10.00
45.0 m/z 96.00 29.40%
5000
‘ 132.0
SN SO EOTPSD .. PR | DYV
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 1,5-Hexadiene, 1,1,2,5,6,6-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.004 5.20 ng 191637  Acenaphthene-di10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Hexadiene, 1,1,2,5,6,6-hexac... 286 C6HACl6 098141-62-9 56
2 1-Propene, 1,2,3,3-tetrachloro- 178 C3H2C14 020589-85-9 50
3 2-Chloro-4-fluoroaniline 145 C6H5CLFN 002106-02-7 43
4 3-Chloro-2-fluoroaniline 145 C6H5CLFN 002106-04-9 38
5 2-Chloro-5-fluoroaniline 145 C6H5CLFN 000452-83-5 38

Abundance Scan 1346 (10.004 min): BF126577.D\data.ms (-1342) (1 m/z 142.90 100.00%

142.9
5000
82.9
7T
19 H Ll 1809 2409 2768 T
(o SNSRNNEPHVIRN 'Y MRS 8t e m/z 144.90  94.68%
miz--> 50 100 150 200 250
Abundance #182011: 1,5-Hexadiene, 1,1,2,5,6,6-hexachloro-
143.0
83.0
5000 e :
49.0 10.00
' m/z 146.90 31.33%
oL——— i d“u M ‘\M‘M“ M}\ T ‘\‘ ‘1‘79"0 ‘2‘17‘0‘ ‘25‘\%‘0‘2‘8%(
miz--> 50 100 150 200 250
Abundance #53016: 1-Propene, 1,2,3,3-tetrachloro-
143.0
7 7
10.00
5000 83.0 m/z 82.90 27.50%
180.0
Totd s )]
ol b W
m/z--> 50 100 150 200 250
Abundance #24708: 2-Chloro-4-fluoroaniline
145.0 10.00
m/z 84.90 21.51%
5000
83.0
0 “5%“9 Ju”w }%4w0“‘w —
miz--> 50 100 150 200 250 10.00

8270-BF122921.M Tue Jan 11 13:17:01 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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-Propene, 3-chloro-2-(chlo... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.204 7.71 ng 284475  Acenaphthene-die 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-chloro-2-(chloromet... 124 C4H6C12 001871-57-4 50
2 2-Bromo-1-(chloromethyl)cyclopro... 168 C4H6BrCl 1000222-15-8 43
3 1-Butene, 3,4-dichloro- 124 C4HeC12 000760-23-6 42
4 Butane, 1-(2,2-dichloro-3-ethylc... 194 C9H16Cl2 024551-86-8 30
5 Cyclobutane, 1-bromo-3-chloro- 168 C4H6BrCl 004935-03-9 27
Abundance Scan 1380 (10.204 min): BF126577.D\data.ms (-1376) (1 m/z 79.00 100.00%
79.0
410 118.0
5000 j\
149.0 A
186.9 214.8 10.00 10.50
0 m/z 88.00 76.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11752: 1-Propene, 3-chloro-2-(chloromethyl)-
53.0 88.0
5000 A J\ T )\‘ R
270 10.00 10.50 .
124.0 m/z 89.00 75.61%
O' \‘\\‘\\“!‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43680: 2-Bromo-1-(chloromethyl)cyclopropane
53.0
27.0 89.0 A MA /\ |
o —ph
10.00 10.50
5000 m/z 41.00 69.64%
‘ 119.0
Omwu‘m“i‘u \“‘u\m“‘\1‘\\‘\H\\H\\}lﬁz\'\o\\%zgl\?\m‘mw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11739: 1-Butene, 3,4-dichloro- R T
75.0 10.00 10.50
m/z 69.00  68.22%
5000
39.0
14.0 “‘ b bso 1200
O LT ekt el e RS e e e e

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

8270-BF122921.M Tue Jan 11 13:17:03 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08

Operator Ju/caG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 8 unknownll.674 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.674 3.22 ng 100139  Phenanthrene-di10 11.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-5-methyl-1H-pyrazol-3-a... 159 C6H10CIN3 1000511-78-6 38
2 2-Chlorobenzoic acid, octadecyl ... 408 C25H41C102 070153-10-5 35
3 6-Chloropyrimidine-2,4,5-triamine 159 C4H6CIN5 001194-78-1 30
4 2(1H)-Quinolinone, 3-methyl- 159 C1OH9NO 002721-59-7 30
5 5-Chloro-3-fluoro-2-(2-hydroxyet... 190 C7H8C1FN20 1280786-67-5 27

Abundance Scan 1630 (11.674 min): BF126577.D\data.ms (-1627) (1 m/z 156.90 100.00%

156.9
5000
75.0 }\
203.0 —— o, —
‘ “ 11.50 12.00
0! uu“" Lt m/z 158,98 93.11%
miz--> 50 100 150 200 250 300 350 400
Abundance #35761: 4-Chloro-5-methyl-1H-pyrazol-3-amine, N,N'-dim
159.0
5000 A ,/\‘/\‘
11.50 12.00
m/z 75.00 36.73%
670 116.0
OL‘S“Q} NL wimu‘\‘me‘Hthu\!wih ‘hhh‘d 4 ‘\“ R i e
m/z--> 50 100 150 200 250 300 350 400
Abundance #306885: 2-Chlorobenzoic acid, octadecyl ester
157.0 ﬂ
Al wo Dl M
11.50 12.00
5000 m/z 160.90  33.13%
55.0 111.0
Ldghd )| 252.0 372.0
T e e
miz--> 50 100 150 200 250 300 350 400
Abundance #35738: 6-Chloropyrimidine-2,4,5-triamine e — ﬂ‘
159.0 11.50 12.00
m/z 43.00 27.13%
5000 43.0
‘ ?&O‘
m/z--> 50 100 150 200 250 300 350 400 11.50 12.00

8270-BF122921.M Tue Jan 11 13:17:05 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 n-Hexadecanoic acid

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.833 5.28 ng 164033  Phenanthrene-di10 11.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tridecane 184 C13H28 000629-50-5 11

Abundance Scan 1657 (11.833 min): BF126577.D\data.ms (-1653) (-]

m/z 73.00 100.00%

43.0 |73.0
5000
—5 it
‘ 11.50 12.00
oww‘;:‘m m/z 60.00  95.27%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T reepoly
11.50 12.00
157.01g5 02130  256.0 m/z 43.05 88.50%
O,
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
— ——
43.0 11.50 12.00
5000 m/z 57.00 71.04%
129.0
185.0 228.0
101.0 ‘
0?157'0
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid “ —
73.0 11.50 12.00
m/z 41.05 58.80%
43.0
5000
129.0
1710 2140
101.0
ozl L4 S i
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00

8270-BF122921.M Tue Jan 11 13:17:06 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Pentadecafluorooctanoic aci... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.792  s.esng 200949 Chrysene-di2 13.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 81
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 81

3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 70
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 70
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 70

Abundance Scan 1990 (13.792 min): BF126577.D\data.ms (-1986) (- m/z 57.05 100.00%
57.0

5000 o A)\/\/LMJLLJL\/
— —
0 13.50 14.00
0 bbb sl m/z 43.00 85.55%
m/z--> 0 50 100150200 250300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 7 —
13.50 14.00
m/z 83.10 70.04%
0 | FF,O ?5?'0 369.0 648.!
‘\H ‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #292190: Trichloroacetic acid, hexadecy! ester
43.0
— —
13.50 14.00
5000 m/z 55.00 66.65%
5.0
0 J‘J 980 e
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #245846: Trifluoroacetoxy hexadecane 7 —
57.0 13.50 14.00
m/z 97.10 61.64%
ol ‘ 6-0196.0269.0
e e e e e e — ——
m/z--> 0 50 100150200 250300 350400 450500550600650 13.50 14.00

8270-BF122921.M Tue Jan 11 13:17:07 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Nonadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.721 3.70 ng 98458  Perylene-di12 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Hexadecane 226 C1l6H34 000544-76-3 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72

Abundance Scan 2148 (14.721 min): BF126577.D\data.ms (-2145) (-] m/z 57.10 100.00%
57.1

85.0
5000
—— —
| h ‘\ 11‘31 1570 190.1 2260 268.1 14.50 15.00
O b bl b m/z 43.10  63.64%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158597: Nonadecane
57.0
5000 850 T T T T T T
14.50 15.00
m/z 71.10 63.62%
29 0 1130
o h | | [[7T1A1.0169.0197.02250 268.C
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #123960: Heptadecane
57.0
—r— —
85.0 14.50 15.00
5000 ITI/Z 85.05 55.57%
113.0
0 H‘ Ly | 1410169.0197.0 2400
H‘_‘H“‘H‘H‘WH‘W‘H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane 7 T
57.0 14.50 15.00
m/z 55.00 21.37%
5000
85.0
29.0
0 “ ‘ L “ 113.0141.0169.0197.0226.0
e e e e e e e e T e —— —
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00

8270-BF122921.M Tue Jan 11 13:17:08 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.051 9.42 ng 250705  Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 2204 (15.051 min): BF126577.D\data.ms (-2200) (- m/z 57.10 100.00%
57.1

15.00 |
41.0 268.0 '
o‘m‘m‘ H ‘L Ao tor1 .80 m/z 71.05 64.26%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 —
15.00
m/z 43.05 53.27%
0 \‘ \L ‘ H\ ) H‘ | ]W4\1 \01783 022502680
\\\\‘ \\‘\\\\‘\\\\‘\\\Y‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T \
15.00
5000 ITI/Z 85.10 52.54%
‘ 9.0
41.0
50 L L1 i 0ms0z50 280
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 15.00
m/z 55.05 19.11%
w AMWNWMWMWAAWMWWkaWL
ol h‘ H | 141918302250 281.0 337.0 394.
i “““‘ T T T T ——
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF122921.M Tue Jan 11 13:17:09 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Benzo[j]fluoranthene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.257 7.95 ng 211652  Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 99
2 Perylene 252 C20H12 000198-55-0 99
3 Benzo[e]pyrene 252 C20H12 000192-97-2 98
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 97
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95

Abundance Scan 2239 (15.256 min): BF126577.D\data.ms (-2235) (1 m/z 252.10 100.00%

252.1
5000
125.1
870 H 993.0 15.00 15.50
o220 80 |1 1740 2230 2840 /7 25e.10  28.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138561: Benzo[j]fluoranthene
252.0
5000 ‘ ‘Ar A ‘
15.00 15.50
126.0 m/z 253.05 21.47%
ol .. 510 87.0 | \H 174.0  224.0 M
‘HH‘HH‘\\H‘\\\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘\ \’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138552: Perylene
252.0
15.00 15.50
5000 ITI/Z 125.10 19.79%
126.0
0 50.0 87.0 ‘H 174.0 224.0 M
Raa e e Ra A e E e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138554: Benzo[e]pyrene T 7
252.0 15.00 15.50
m/z 126.00 17.93%
5000
125.0
ol.. 500 830 | 174.0 2240 |
e e e e e e e e R e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

8270-BF122921.M Tue Jan 11 13:17:10 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.845 11.44 ng 304488  Perylene-d12 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Octacosane 394 (C28H58 000630-02-4 91
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 91
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87

Abundance Scan 2339 (15.845 min): BF126577.D\data.ms (-2334) (- m/z 57.05 100.00%
57.0

155 16,00
155.1 : :
0 H L H‘ byooridor1289d 2961 m/z 71.10 68.77%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 = s
15.50 16.00
9.0 m/z 43.05 55.50%
O]-\ \q ‘ H‘ \h‘\h“ \H‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
15.50 16.00
5000 m/z 85.10  53.22%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
A A S e e e
m/z--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- — —T
57.0 15.50 16.00
m/z 55.00 19.27%
o ”jk”“wk““wj\ﬂwmwﬁvwwx/
oot L gm0 I
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Triacontane

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.333 4.51 ng 120100 Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 90
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2422 (16.333 min): BF126577.D\data.ms (-2416) (-]
57.1

m/z 57.10 100.00%

13.1 o LN
N ‘JH y 050 2791 16.00 16.50
0 ‘H‘H‘uMMNWNWMWWuw‘Mu‘w‘HW‘q“““u““‘ m/z 71.10 73.95%
mlz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 = e
16.00 16.50
m/z 85.10 60.09%
0 T ‘\ ‘ T \ \h‘\ h‘ \“\\“\ “ ‘1\6\9\0\ ‘2\2\5\(\)‘ T \2\9\6‘ \()\ T ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
= SEES
16.00 16.50
5000 m/z 43.00 59.03%
0 L) “h h\ n‘ ! \6\9 9 . 225 0 281.0 337.0 42|2'(
e B e R o
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- — —
57.0 16.00 16.50
m/z 55.00 22.07%
ol ol LD 1000 2200 2010 3850 T
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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.
16.903 6.70 ng 178434  Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2519 (16.903 min): BF126577.D\data.ms (-2513) (- m/z 57.10 100.00%
57.1

-

5000
17.00
41.1 :
267.
o‘HH\vamuww,mHfm?_HwHH‘HHw‘_m_wm m/z 71.10  68.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 T
17.00
m/z 43.10 49.56%
o /| 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\I]W\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl-
57.0
—r
17.00
5000 ITI/Z 85.10 48.43%
239.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141058: Octadecane T
57.0 17.00
m/z 55.00 20.60%
5000

7.0
o AT 2280
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00

g

8270-BF122921.M Tue Jan 11 13:17:13 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08

Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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

Peak Number 17 5-(1-Naphthyl)tricyclo[4.1....

Relative to ISTD

Concentration Rank 15

R.T. EstConc Area
17.080 4.98 ng 132451
Hit# of 5 Tentative ID

Perylene-di2

1 5-(1-Naphthyl)tricyclo[4.1.0.0(2...
.. 218 C12H14N2S
3 1H-1,3-Benzodiazole-5-carbaldehy...

2 5,6,7,8-Tetrahydrothieno[2,3-b]q.

4 .alpha.-Amyrin, TMS derivative

5 2(1H)Naphthalenone, 3,5,6,7,8,8a...

218 C17H14

218 C11H14N20Si
498 C33H580Si
218 C15H220

107729-05-5 70
134315-44-9 46
1000478-28-4 46
1000374-76-6 46
1000188-66-5 45

Abundance Scan 2549 (17.080 min): BF126577.D\data.ms (-2545) (1 m/z 218.15 100.00%
218.2

—

5000
59.0 951 :
. . b cl
1350 175-31 250.0280.1 17.00
0! MWW\JNL N”wh“WH“ M“ m/z 203.15 59.51%
miz-> 50 100 150 200 250

Abundance #96919: 5-(1-Naphthyltricyclo[4.1.0.0(2,7)]hept-3-ene
218.0

-

5000
17.00

m/z 59.00 26.17%

O,
m/z--> 50 100 150 200 250
Abundance #96377: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine,
218.0
[ N O B
17.00
5000 m/Z 81.05 23.39%

175.
450  101.0134.0 W\ I
| —

-

O e b bt ol SN
miz--> 50 100 150 200 250
Abundance #96095: 1H-1,3-Benzodiazole-5-carbaldehyde, TMS deri\ e

218.0 17.00
m/z 95.10 22.90%
73.0
5000
0 29'0\“ bl s \‘11?0 ‘15?'0\‘ L \‘\ |
e o B —

miz--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknownl17.133 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.133 12.07 ng 321263  Perylene-d12 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 43
2 Thiophene, 2-ethynyl-5-[(trimeth... 204 C11H12SSi 182323-29-1 38
3 trans-.beta.-Ionone 192 C13H200 000079-77-6 38
4 Naphthalene, decahydro-4a-methyl... 204 C15H24 000515-17-3 38
5 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 30

Abundance Scan 2558 (17.133 min): BF126577.D\data.ms (-2553) (1  m/z 189.10 100.00%

189.1
95.1
5000
41.0
1“ ‘ ‘ ‘257.1 4254 17.00 17.50
0! ‘?J\Luw“J'm”:h“mwHH_m_“m, m/z 177.10  84.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0
5000 pre” s
81 17.00 17.50
m/z 204.20 69.04%
29. ‘
O' “\”\H‘\‘\h\ “\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #79581: Thiophene, 2-ethynyl-5-[(trimethylsilyl)ethynyl]-
189.0
T ,\‘ T T A\ ‘ T
17.00 17.50
5000 ITI/Z 95.10 61.88%
43.0 95.0
miz--> 50 100 150 200 250 300 350 400
Abundance #66864: trans-.beta.-lonone —— —
177.0 17.00 17.50
m/z 121.10 39.69%
43.0
5000
91.0
okl S e i
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 (3S,5R,8S)-3,8-Dimethyl-5-(... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.392 7.25 ng 192983  Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3S,5R,8S)-3,8-Dimethyl-5-(prop-... 218 C15H220 018374-76-0 78
2 7-Isopropenyl-1,4a-dimethyl-4,4a... 218 C15H220 000473-08-5 52
3 24-Norursa-3,12-diene 394 C29H46 201358-25-0 52
4 (Z)-2-((8R,8aS)-8,8a-Dimethyl-3,... 218 C15H220 137695-20-6 49
5 Furazan-3-carboxamidine, 4-amino... 218 C9H1ON60 309741-77-3 43
Abundance Scan 2602 (17.392 min): BF126577.D\data.ms (-2594) (-, m/z 218.20 100.00%
218.2
43.0
5000 1050 9611 /\
- Ao L
303.1 414.  17.00 17.50
0! m/z 43.05 62.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #96837: (3S,5R,8S)-3,8-Dimethyl-5-(prop-1-en-2-yl)-2,3,k
218.0
91.0 137.0
41.0
5000 — ——
17.00 17.50
m/z 55.00 56.50%
0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #96818: 7-Isopropenyl-1,4a-dimethyl-4,4a,5,6,7,8-hexahy
218.0
91.0 147.0 P —
17.00 17.50
5000 ITI/Z 81.00 52.10%
410
0! :
m/z--> 50 100 150 200 250 300 350 400
Abundance #298437: 24-Norursa-3,12-diene — —
218.0 17.00 17.50
m/z 69.10 50.45%
5000 107.0
55.0 175.0
394.0
0 Wil o smo e T
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1e76-13

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknownl8.368 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.368 3.67 ng 97672  Perylene-di12 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 18
2 Tridecane, 2,5-dimethyl- 212 C15H32 056292-66-1 14
3 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 14
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 10
5 Tert.-butylaminoacrylonitryl 124 C7H12N2 077376-84-2 10

Abundance Scan 2768 (18.368 min): BF126577.D\data.ms (-2761) (- m/z 57.10 100.00%
57.1

5000 124.0 W
229.2  304.1
177. [N T
1N i T
oH“Mm“ww\”‘MHH“HH_mww”_m_ m/z 43.10  78.89%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
51.0
5000 — e
18.00 18.50
m/z 85.05 68.43%
iy \u M 69.0 2250 2820
O\\‘\‘\‘ “‘\‘\“\“\‘\““‘\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 0 50 100 150 200 250 300 350 400
Abundance #90201: Tridecane, 2,5-dimethyl-
57.0
— ——
18.00 18.50
5000 ITI/Z 71.05 67.18%
140.0
013'9“\“ 197.0 W
miz—> 0 50 100 150 200 250 300 350 400
Abundance #303744: Disulfide, di-tert-dodecyl — —
57.0 18.00 18.50
m/z 55.00 58.30%
5000 MWNW%WMWAJMVVWWVWWWWM
130 1650
olf‘-dwww‘“ b0 a2
m/z--> 0 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126577.D

Acqg On : 10 Jan 2022 20:08
Operator : JU/CG

Sample : N1076-13

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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, 1-(2-b... 7.963 18.9 ng 705903 2 8.051 744956 20.0
unknown8.280 8.280 4.1 ng 152063 2  8.051 744956 20.0
1-Propene, 1,2,... 8.380 9.1 ng 337651 2 8.051 744956 20.0
unknown8.463 8.463 17.3 ng 643117 2  8.051 744956 20.0
unknown9.739 9.739 12.9 ng 474918 3 9.810 737521 20.0
1,5-Hexadiene, ... 10.004 5.2 ng 191637 3 9.810 737521 20.0
1-Propene, 3-ch... 10.204 7.7 ng 284475 3 9.810 737521 20.0
unknownll.674 11.674 3.2 ng 100139 4 11.292 621201 20.0
n-Hexadecanoic ... 11.833 5.3 ng 164033 4 11.292 621201 20.0
Pentadecafluoro... 13.792 5.0 ng 209949 5 13.939 832247 20.0
Nonadecane 14.721 3.7 ng 98458 6 15.386 532293 20.0
Heneicosane 15.051 9.4 ng 2507065 6 15.386 532293 20.0
Benzo[j]fluoran... 15.257 8.0 ng 211652 6 15.386 532293 20.0
Octacosane 15.845 11.4 ng 304488 6 15.386 532293 20.0
Triacontane 16.333 4.5 ng 120100 6 15.386 532293 20.0
Tetratetracontane 16.903 6.7 ng 178434 6 15.386 532293 20.0
5-(1-Naphthyl)t... 17.080 5.0 ng 132451 6 15.386 532293 20.0
unknown17.133 17.133 12.1 ng 321263 6 15.386 532293 20.0
(3S,5R,8S)-3,8-... 17.392 7.3 ng 192983 6 15.386 532293 20.0
unknown18.368 18.368 3.7 ng 97672 6 15.386 532293 20.0
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