LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF101819.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.928 478 483 496 rBV 108929 162425 18.28% 0.951%
2 5.357 553 556 575 rBV 657469 805161 90.63% 4.712%
3 5.516 580 583 589 rVB2 20543 26229 2.95% 0.154%
4 5.969 658 660 663 rBV 21974 23758 2.67% 0.139%
5 6.251 705 708 711 rBV3 40426 41829 4.71% 0.245%
6 6.328 717 721 724 rBV2 23106 27492 3.09% 0.161%
7 6.386 727 731 742 rBV 660943 882241 99.30% 5.164%
8 6.504 748 751 756 rVvV 972104 888441 100.00% 5.200%
9 6.551 756 759 766 rVB3 93122 124745 14.04% 0.730%
10 6.692 779 783 785 rVvv3 14549 20807 2.34% 0.122%
11 6.728 785 789 795 rVB 337817 352713 39.70% 2.064%
12 6.781 795 798 801 rBV 54262 57577 6.48% 0.337%
13 6.880 811 815 822 rVB 704062 687082 77.34% 4.021%
14 6.957 822 828 829 rBV7Y 18516 24978 2.81% 0.146%
15 6.975 829 831 833 rBV 37695 32634 3.67% 0.191%
16 7.004 833 836 838 rVvB2 53335 56559 6.37% 0.331%
17 7.045 838 843 845 rBV2 110151 100191 11.28% 0.586%
18 7.069 845 847 850 rVB2 24282 22362 2.52% 0.131%
19 7.116 852 855 858 rBVY2 109033 96844 10.90% 0.567%
20 7.192 863 868 870 rBV2 69652 91950 10.35% 0.538%
21 7.216 870 872 874 rVV 58582 48042 5.41% 0.281%

22 7.257 874 879 882 rvV 147369 168447 18.96% 0.986%
23 7.292 882 885 893 rvB 528451 592872 66.73% 3.470%
24 7.369 893 898 902 rVvB5 113462 151766 17.08% 0.888%

25 7.410 902 905 907 rBvV 64018 68084 7.66% 0.398%
26 7.439 907 910 914 rvB2 64823 74414 8.38% 0.436%
27 7.475 914 916 918 rBV2 58803 59290 6.67% 0.347%

28 7.498 918 920 922 rVvV 130859 104803 11.80% 0.613%
29 7.528 922 925 928 rVB2 160834 150409 16.93% 0.880%
30 7.610 934 939 942 rBv4 70425 115932 13.05% 0.679%

31 7.657 942 947 950 rvv3 156146 205541 23.14% 1.203%
32 7.692 950 953 956 rvB2 47902 41957 4.72% 0.246%
33 7.751 956 963 965 rBv4 136075 188292 21.19% 1.102%
34 7.775 965 967 971 rvB2 108873 102796 11.57% 0.602%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.816 971 974 978 rBV2 82076 118798 13.37% 0.695%

36 7.875 982 984 988 rVB 95336 92529 10.41% 0.542%
37 7.910 988 990 992 rBV 25618 20472 2.30% 0.120%
38 7.957 992 998 1001 rBVS5 69203 118432 13.33% 0.693%
39 8.010 1001 1007 1009 rvv 446855 584785 65.82% 3.423%
40 8.057 1013 1015 1020 rVvv4 108775 159745 17.98% 0.935%

41 8.098 1020 1022 1025 rVB 68449 57286 6.45% 0.335%
42 8.133 1025 1028 1030 rvVvB2 62280 58253 6.56% 0.341%
43 8.163 1030 1033 1035 rBVv2 42782 37078 4_.17% 0.217%
44 8.186 1035 1037 1040 rVB 45734 33933 3.82% 0.199%
45 8.298 1052 1056 1060 rvvs 47145 68264 7.68% 0.400%
46 8.386 1068 1071 1074 rVB4 31924 35262 3.97% 0.206%

47 9.080 1184 1189 1200 rBV 938026 835666 94.06% 4_.891%
48 9.480 1253 1257 1265 rVB 138966 136374 15.35% 0.798%
49 9.757 1300 1304 1309 rBV 493798 450286 50.68% 2.635%
50 10.192 1375 1378 1383 rVB2 18312 20832 2.34% 0.122%

51 10.310 1394 1398 1403 rVB2 17631 21660 2.44% 0.127%
52 10.427 1414 1418 1423 rBV 134763 138415 15.58% 0.810%
53 10.557 1436 1440 1449 rVvVv 464431 477835 53.78% 2.797%
54 10.627 1449 1452 1456 rVV 124125 136392 15.35% 0.798%
55 10.674 1458 1460 1465 rVB 26519 24697 2.78% 0.145%

56 11.245 1554 1557 1560 rBV 420856 407979 45.92% 2.388%
57 11.268 1560 1561 1566 rVV 152154 124267 13.99% 0.727%

58 11.327 1568 1571 1574 rBV 34541 30552 3.44% 0.179%
59 11.492 1594 1599 1602 rBV 16020 20834 2.35% 0.122%
60 11.774 1644 1647 1654 rVB3 119066 139052 15.65% 0.814%
61 11.863 1658 1662 1665 rBV 36645 37138 4.18% 0.217%
62 12.068 1694 1697 1707 rVB 111473 155411 17.49% 0.910%
63 12.298 1733 1736 1738 rVV 24366 26997 3.04% 0.158%
64 12.321 1738 1740 1751 rVV2 121845 188701 21.24% 1.104%
65 12.398 1751 1753 1760 rVB 54038 62026 6.98% 0.363%
66 12.462 1760 1764 1767 rBV 294877 256179 28.83% 1.499%
67 12.492 1767 1769 1773 rVV3 32367 34626 3.90% 0.203%
68 12.557 1777 1780 1782 rVV 34192 34544 3.89% 0.202%
69 12.610 1786 1789 1793 rVvv4 36941 53822 6.06% 0.315%

70 12.692 1797 1803 1809 rVvVv 245717 268302 30.20% 1.570%
71 12.827 1822 1826 1829 rBV 599173 512514 57.69% 3.000%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.915 1829 1841 1848 rVV3 130620 432955 48.73% 2.534%
73 13.027 1857 1860 1862 rVV2 34494 36163 4_.07% 0.212%
74 13.051 1862 1864 1868 rVB 24744 24218 2.73% 0.142%
75 13.398 1918 1923 1926 rBV2 34082 42337 4.77% 0.248%
76 13.545 1944 1948 1954 rBV 22715 32556 3.66% 0.191%
77 13.645 1961 1965 1971 rBV5 31220 60478 6.81% 0.354%

78 13.727 1971 1979 1982 rBV3 96774 155904 17.55% 0.912%
79 13.857 1993 2001 2003 rBV 160731 308002 34.67% 1.803%
80 13.892 2003 2007 2010 rVvv2 320793 432256 48.65% 2.530%

81 13.915 2010 2011 2017 rVB 100736 93518 10.53% 0.547%
82 13.998 2023 2025 2028 rVB2 22527 19552 2.20% 0.114%
83 14.039 2028 2032 2039 rBV 107702 124097 13.97% 0.726%
84 14.286 2069 2074 2076 rBV2 31333 50023 5.63% 0.293%

85 14.345 2080 2084 2089 rVB 212068 197925 22.28% 1.158%

86 14.509 2107 2112 2120 rVB 106996 195192 21.97% 1.142%
87 14.639 2127 2134 2138 rBV 296170 344341 38.76% 2.015%
88 14.921 2178 2182 2184 rBV2 117224 144420 16.26% 0.845%
89 14.956 2184 2188 2197 rVB2 325628 411430 46.31% 2.408%

90 15.027 2197 2200 2206 rVB 33083 43878 4.94% 0.257%
91 15.115 2210 2215 2220 rBvV4 35599 65394 7.36% 0.383%
92 15.209 2227 2231 2234 rVB 68789 77188 8.69% 0.452%

93 15.268 2238 2241 2244 rBV 89615 109210 12.29% 0.639%
94 15.315 2244 2249 2255 rVB2 250282 520970 58.64% 3.049%
95 15.715 2311 2317 2323 rBV 142854 220330 24.80% 1.290%

96 15.951 2353 2357 2362 rBV7 15160 26045 2.93% 0.152%
97 16.186 2391 2397 2402 rVB2 66103 107175 12.06% 0.627%
98 16.745 2485 2492 2500 rVB3 57730 139884 15.74% 0.819%

99 16.909 2514 2520 2524 rBVS 13344 24333 2.74% 0.142%
100 17.174 2560 2565 2571 rVB2 33587 67458 7 .59% 0.395%
Sum of corrected areas: 17085833
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF117580.D
6|50
800000
6.88
5.36 6.39

600000 7.29

400000 6.73

200000

4.93 .55 7
5.52 597 6.3 6
S G AU N SV PN 7. U V. s S22
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF117580.D
9.08
800000
12.83
600000
8.01 9.76 10.56

11.24
400000

200000 9.48 10.430.63 12.92
13055
ool Jiho

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117580.D

800000

600000

400000

200000

0

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.93 9.21 ng 162425 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 483 (4.928 min): BF117580.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 460 480 500 520
o VY | S NN m/z 59.00 69.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 4.60 480 500 520
m/z 101.10 29.10%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
4.60 480 500 520
0
5000 101 m/z 58.00 17.01%
28 59
15 ‘ 70 84
0 ...,..‘a.,..l‘.‘l....‘i‘.l..,.s?‘lli....l.‘..7.8,.‘l..,.?5..,a...,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine EAm T e e REE]
43 50 4.60 4.80 5.00 5.20
m/z 41.00 10.39%
5000 18
28
0"'ﬁ%”'w'““w"'ﬁ"'w"'P"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.50 Concentration Rank 1

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

6.50 50.38 ng 888441 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.498 min): BF117580.D (-748) (-) m/z 132.00 100.00%
132
5000 68
40 ‘ 75 % 620 6.40 6.60 6.80
54 103 . . . .
o..,....,....,...:ll!...,:!..?’r:.-.|,..':~.,.5??.,...-.,.':..,....,.1.2}‘3.,'.~.1.‘,‘9... m/z 68.10 47.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.20 6.40 6.60 6.80

0
31 u 51 78 m/z 66.00 31.50%
o [T " 1 . I
T R R R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
6.20 6.40 6.60 6.80
5000 m/z 134.00 30.68%
104
51 o 66 77 | ‘
ol 14 27 36 44 >-58 ) 89 97 | 115 |
R LR R o o e e SRR ARRAR LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e
132 6.20 6.40 6.60 6.80
m/z 69.00 19.67%
5000 67
41 97
53 117
I 9 g9
o ”,....,”..,?ﬂai:h..ﬂ.n.rﬂjnh.ﬂﬁﬂh..u“.H.,?9?,..jq%%?.ﬂt..,..”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Benzene, 1,2,3-trimethyl- Concentration Rank 12

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

6.55 7.07 ng 124745 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 759 (6.551 min): BF117580.D (-756) (- m/z 105.05 100.00%
105
5000 120
39 51 4465 7|7 a9 6.20 6.40 6.60 6.80
N U PN 1 0 UM NP | . m/z 120.10  43.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000

6.20 6.40 6.60 6.80
m/z 77.00 13.73%

” 91
o1 2 % Sleg 65 LA [N
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120 6.20 6.40 6.60 6.80
5000 m/z 119.00 11.99%
77
oL 15 27 39 Slosges g9 o | ||
T T T T T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9399: Mesitylene

6.20 6.40 6.60 6.80
m/z 106.00 10.88%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzene, 1,3-diethyl- Concentration Rank 19

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

7.05 5.68 ng 100191 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 844 (7.051 min): BF117580.D (-838) (-) m/z 119.10 100.00%
119
91
105 134
5000
39 51 6|5 7|7 84 | 6.80 7.00 7.20 7.40
Obrrprrrr et et el M L e TnzZz 91,00 74.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
6.80 7.00 7.20 7.40
77 9 m/z 134.10 54 .96%
27 39 =51 65
0"P'“I“'ﬁ'“'v'“ﬂh'ﬁ”mW'“'P'“W““Id!W'mhL}%z“'W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 119
6.80 7.00 7.20 7.40
5000 134 m/z 105.05 53.70%
91
77
o ..,.%.5.,..?‘?,...:?....Si‘%‘..sﬁfs.,...‘l‘,....‘,a‘.%S.‘H.,..‘a‘al..l??,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119 6.80 7.00 7.20 7.40
m/z 92.00 26 .30%
5000 134
91
77
M Al BB N - 1 AN 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Naphthalene, decahydro-, tr... Concentration Rank 20

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

7.12 5.49 ng 96844 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 96
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 94
3 Spirol4.51decane 138 C10H18 000176-63-6 93
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 81
5 BH-Inden-5-one, octahydro-, cis- 138 C9H140 004668-91-1 80

Abundance Scan 856 (7.122 min): BF117580.D (-852) (-) m/z 105.05 100.00%
105
67 138
5000 8l 96
||I MI || | | ‘ | 123 | 280 100 120 7.
0..,....,....,....,.:..,'....,.-.! N 1 O O m/z 67.00 67.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16920: Naphthalene, decahydro-, trans-
67
138
41 82 96
5000 fqul AN U S IR
55 6.80 7.00 7.20 7.40
109 m/z 138.10 65.29%
obts WM ol end L s |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16892: Naphthalene, decahydro-
67 96 138
Bl BN AR LR R
6.80 7.00 7.20 7.40
5000 41 m/z 81.05 52 .34%
» 109
27 ‘
0"|'“'|'“Lh'“'h“”'|J“'|'”li"““j'ﬁﬁ'""v"'l“"%%%'l“"l“"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16860: Spiro[4.5]decane L B aE e
81 6.80 7.00 7.20 7.40
0
138 m/z 82.05 48.41%
5000 41 109
55
Ouulunuluuu‘.‘l....‘i“ ”“Mhl”\ll‘ll \‘\ ‘... Ly ‘. ""l"":ll-'2'3"l""‘l"" R AR mam e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzene, pentamethyl- Concentration Rank 13

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

7.66 7.03 ng 205541 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 70
2 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 64
3 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 64
4 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 58
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 58

Abundance Scan 948 (7.663 min): BF117580.D (-942) (-) m/z 133.10 100.00%
133

119

5000

77

39 51 63 163 7.40 7.60 7.80 8.00
o m/z 119.05 65.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22771: Benzene, pentamethyl-
133
5000 148 7.40 7.60 7.80 8.00
m/z 148.10 43.83%
105 115

15 27 39 51 65 17
e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
119 133
7.40 7.60 7.80 8.00
5000 148 m/z 131.10 41.89%
91 105
77
51 65 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133 7.40 7.60 7.80 8.00
119 m/z 91.10 37.64%
5000 148
. % 105
27 39 51 65 ‘
0.w}?“Jqunmnqhnpmw”ﬁm”qunﬁu.”m.”wm”“”q””“”w. ALVAS BN LA T .-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 16

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

7.75 6.44 ng 188292 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 81
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 81
4 o-Cvmene 134 C10H14 000527-84-4 81
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 81

Abundance Scan 963 (7.751 min): BF117580.D (-956) (-) m/z 119.10 100.00%
119
5000 134
75 91
41 51 65 | | 103 | 145 o 7.40 7.60 7.80 8.00
o YN ¥ T OO B 1 | N N m/z 134.10 41.22%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.40 7.60 7.80 8.00
91 m/z 117.10 28.99%
L 15 2 S 5L 65 | 103 )
mz-> 0 20 40 60 80 100 120 140 160
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119
7.40 7.60 7.80 8.00
5000 m/z 91.00 18.55%
134
27 3\9\ 5\1 6\5 v 9‘1 1(‘)5 LL| \
O L B e e e B o e e .
miz--> 0 20 40 60 80 100 120 140 160
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl- AR EEa RS oo
119 7.40 7.60 7.80 8.00
m/z 115.00 13.44%
5000 134
27 91 105
0 '|2"'1?| ?7' ?ﬁ' ?&' |?ﬁ "HI""' T '”“l" L B
m/z--> 0 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF101819.M Wed Oct 30 14:39:09 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzenesulfonamide, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.43 6.15 ng 138415 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HINO2S 000088-19-7 97
2 Bicvclol4.1.01hepta-1.3.5-triene 90 C7H6 004646-69-9 43
3 2.4-Octadivne 106 C8H10 002809-71-4 38
4 Benzene. l1l-methvl-4-nitro- 137 C7H7NO2 000099-99-0 35
5 4-(2-Aminoethyl)benzenesulfonamide 200 C8H12N202S 035303-76-5 28
Abundance Scan 1418 (10.427 min): BF117580.D (-1414) (-) m/z 90.00 100.00%
106
5000 65
137
% 5 i 21 154 7t 10.20 10.40 10.60 10.80
o} B e m/z 91.00 75 .39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39301: Benzenesulfonamide, 2-methyl-
106
5000
65 171 10.20 10.40 10.60 10.80
39 137 m/z 106.10 73.87%
Py s o | |
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #2369: Bicyclo[4.1.0]hepta-1,3,5-triene
90 @

10.20 10.40 10.60 10.80

5000 m/z 65.00 44.13%
63
39
Lot m 74
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5092: 2,4-Octadiyne
91 10.20 10.40 10.60 10.80
65 m/z 89.00 37.11%
5000 106
i
39 51 ‘ ‘
0...,?Z.wﬂ.ﬂu,wh.m&.dl.,hu..,...w....,...., S L N N A N
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80

8270-BF101819.M Wed Oct 30 14:39:09 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzenesulfonamide, 4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.63 6.69 ng 136392 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 97
2 N-p-toluenesulfonvl-I-threonine.... 363 C18H21NO5S 1000130-34-4 83
3 Thiosulfuric acid. S-12-I3-(4-me... 381 C12H19N305S3 1000255-60-3 78
4 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 53
5 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 43
Abundance Scan 1452 (10.627 min): BF117580.D (-1449) (-) m/z 91.00 100.00%
o
5000
65 171
39 \ 10.40 10.60 10.80 11.00
oL iy *l?l.F?Q,....,.... e | m/Z 171.00  33.59%
m/z--> 50 100 150 200 250 300 350
Abundance #39302: Benzenesulfonamide, 4-methyl-
o
5000 LB UL SULIILN SR B
65 11 10,40 10,60 10.80 11.00
39 ‘ m/z 65.00 30.01%
o6 |yl . 1h1 139
m/z--> 50 100 150 200 250 300 350
Abundance #192444: N-p-toluenesulfonyl-I-threonine, benzyl ester
o
171 10.40 10.60 10.80 11.00
5000 65 m/z 155.00 27 .59%
oL b AlZl 148 | 208228 254274296 319
m/z--> 50 100 150 200 250 300 350
Abundance #202690: Thiosulfuric acid, S-[2-[3-(4-methylbenzenesulfon...
el 10.40 10.60 10.80 11.00
m/z 107.00 20.84%
5000 65 e
Gl
o | (418 139 | | 191 225 254 285 381
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00

8270-BF101819.M Wed Oct 30 14:39:10 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Tetradecanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.77 6.82 ng 139052 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 53
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 1646 (11.768 min): BF117580.D (-1644) (-) m/z 73.00 100.00%
41 60
5000
87 129 -
01115 | 143157171485 11.40 11.60 11.80 12.00
0 m/z 60.00 80.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43
5000
129 11.40 11.60 11.80 12.00
29 ‘ ‘ 115 185 228 m/z 41.00 78.59%
01 143 127171
0...|.|.|..||.'..".'I‘I.“m :h I|I| s ||:|I-|57|||| I|”1I99”25|'I3IIHII”III
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
1140 1160 11.80 12.00
5000 129 m/z 43.00 71.38%
ly 14u 143157171185199213
Ot
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A e
43 60 73 11.40 11.60 11.80 12.00
m/z 57.00 51.76%
5000 129
29
199
‘ 143157171185 242
O.Fﬁ.k.“.. Siald sttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF101819.M Wed Oct 30 14:39:10 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Phenol, 2-[(4-hydroxyphenyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.07 7.62 ng 155411 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-T(4-hvdroxvphenvl)meth... 200 C13H1202 002467-03-0 97
2 Phenol. 2.2"-methvlenebis- 200 C13H1202 002467-02-9 94
3 Phenol. 4.4"-methvlenebis- 200 C13H1202 000620-92-8 72
4 Ethvl 2-hvdroxvbenzvl sulfone 200 C9H1203S 053380-27-1 47
5 4-(2-Methoxyethyl)phenol 152 C9H1202 056718-71-9 38
Abundance Scan 1697 (12.068 min): BF117580.D (-1694) (-) m/z 107.00 100.00%
1607
200
5000
94
77
39 51 63 11.80 12.00 12.20 12.40
0 m/z 200.10 58.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61271: Phenol, 2-[(4-hydroxyphenyl)methyl]-
107
200
5000
94 11.80 12.00 12.20 12.40
m/z 94.00 34 .49%
ol 273 55 e 7 128 141132 165 18!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61252: Phenol, 2,2'-methylenebis-
107
200 11.80 12.00 12.20 12.40
5000 m/z 77.00 18.50%
94
181
18 % Stes | | wsmies |
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #61253: Phenol, 4,4'-methylenebis-
107 11.80 12.00 12.20 12.40
200 m/z 181.10 14.47%
5000
77
94
39 51 65 ‘ | 128 14152 1o 183
0: — ||‘| . "l . I\‘lHI I\le Inl‘\l . IMI . i |‘l|‘i T I\lwl |“i |‘|‘|‘ I\IHI . IH; — |‘|‘| T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

8270-BF101819.M Wed Oct 30 14:39:10 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Phenol, 4,4"-methylenebis- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.32 9.25 ng 188701 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-methvlenebis- 200 C13H1202 000620-92-8 94
2 Phenol. 2-I(4-hvdroxvphenvldmeth... 200 C13H1202 002467-03-0 91
3 Phenol. 2.2"-methvlenebis- 200 C13H1202 002467-02-9 87
4 1.3-Benzenediol. 4-(phenvimethvl)- 200 C13H1202 002284-30-2 60
5 Benzenemethanol, 3-phenoxy- 200 C13H1202 013826-35-2 49
Abundance Scan 1740 (12.321 min): BF117580.D (-1738) (-) m/z 107.00 100.00%
107 200
5000
181
39 51 63 | | 17123139 | 165 M 12.00 12.20 12.40 12.60
o} SN .|.||.I Jl |..I|..|I.I.I.|| .]i.l.'!'..'l'l |'|"""'| - m/z 200.10 78 . 64%
m/z--> 20 40 100 120 140 160 180 200
Abundance #61253. Phenol, 4,4'-methylenebis-
1607
200
5000
77 12.00 12.20 12.40 12.60
94 m/z 199.10 36.11%
39 51 65
o 27
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61272: Phenol, 2-[(4-hydroxyphenyl)methyl]-
107
200
12.00 12.20 12.40 12.60
5000 m/z 93.95 21.41%
94
L Passmes | | wraalies |
miz--> %o 4 @ 80 100 10 1o 1% 10 200
Abundance #61249: Phenol, 2,2'-methylenebis-
107 12.00 12.20 12.40 12.60
m/z 77.05 20.85%
200
5000
94 181
0 27 39 51 63 17 \ | 118128 1411h2 165 | I -
m/z--> 20 40 60 85 100 120 140 160 180 260 12.00 12.20 12.40 12.60

8270-BF101819.M Wed Oct 30 14:39:11 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.92 20.03 ng 432955 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 Triacontane 422 C30H62 000638-68-6 83
4 Hentriacontane 437 C31H64 000630-04-6 81
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 80
Abundance Scan 1842 (12.921 min): BF117580.D (-1829) (-) m/z 57.05 100.00%
57
85
5000
12:60 12.80 13.00 13.20
o, m/z 71.10 89 .59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 AR R PR
nmnmnmmw
m/z 85.10 72 .33%
29 113 149
ol A LT 109,107 225 258 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 12:60 12.80 13.00 13.20
5000 m/z 43.05 59.80%
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane RS B RS EEE S
57 12.60 12.80 13.00 13.20
m/z 55.00 27 .80%
- I W
113 141
oL 20 | {109 107 225 253 281 309 337 ses s 422 D
m/z--> % 1m ﬁo ﬁ 250 %o @ 4& nmnmnmmw

8270-BF101819.M Wed Oct 30 14:39:11 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 1-Octadecanesulphonyl chloride Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.73 7.21 ng 155904 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 58
2 Oxalic acid. dodecvl isobutvl ester 314 C18H3404 1000309-37-7 58
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 49
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 49
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 46

Abundance Scan 1979 (13.727 min): BF117580.D (-1971) (-) m/z 57.00 100.00%
57
5000
234 13.40 13.60 13.80 14.00
O I S I e T e m/z 43.10 74 .30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185101: 1-Octadecanesulphonyl chloride
57
5000 RN B SUURE
13.40 13.60 13.80 14.00
m/z 71.05 72 .99%
29
ob—4
m/z--> 50 100 150 200 250 300 350 400
Abundance #156326: Oxalic acid, dodecyl isobutyl ester
57
13.40 13.60 13.80 14.00
5000 m/z 85.10 54 _.37%
29 o
oL T 0 e 23
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester B R R R EEE R e
57 13.40 13.60 13.80 14.00
83 m/z 83.05 52.71%
5000 111
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.04 5.74 ng 124097 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 86
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 86
Abundance Scan 2032 (14.039 min): BF117580.D (-2028) (-) m/z 57.10 100.00%
57
85
5000
13 jes 100 oag ge " 13.80 14.00 14.20 14.40
O/ 6 P I 0 OV e £ S m/z 71.10 90.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L B B I R
Bmmmmmmm
m/z 85.10 69.33%
29
oL L. I J / J1§1I169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57
" 13/80 14.00 14.20 14.40
5000 85 m/z 43.05 65.76%
118 141
oL2/ | [ | T 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #48853: Dodecane, 3-methyl- S i
57 13.80 14.00 14.20 14.40
m/z 41.00 24 .46%
5000
85
29
oL | a3 7 s
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(')0 13|80 14. oo 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .34 9.16 ng 197925 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 2083 (14.339 min): BF117580.D (-2080) (-) m/z 57.10 100.00%

g7

5000
4 T|rrrrrJyrrrryrrrryrrrorr
14.00 14.20 14.40 14.60
141 169 197 231 258
0 281 m/z 71.10 85.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57

5000 L IBLL L L L LB L L |
14.00 14.20 14.40 14.60
m/z 43.10 67.71%
ol 2 141 169 197212 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane
57
LA eSS S
8 14.00 14.20 14.40 14.60
5000 4 > m/z 85.05 61.29%
113
141 197
0..wgén,.”L,a..“..w..L,.”.,”%?ﬁ..w..” N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R A AREREREEESS
57 14.00 14.20 14.40 14.60
m/z 55.00 25.04%
5000 85
4
0 ‘ ‘ d 141156 183 211 239 267 296
e e e e e e e R e EEAER R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. OO 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.51 9.03 ng 195192 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2112 (14.509 min): BF117580.D (-2107) (-) m/z 57.10 100.00%
57
85
5000
113 14.20 14.40 14,60 14.80
141 169 197 225
ol s TR A 288 Tm/z 71.10  88.17%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 DU DA AR SRR
14.20 14.40 14.60 14.80
113 m/z 85.10 65 .55%
REABEN ﬂ (141 169 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43
14.20 14.40 14.60 14.80
5000 1 m/z 43.10 61.94%
} } 97
ol d Ll ) M50 150 12 207
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R AL o S e
57 14.20 14.40 14.60 14.80
m/z 55.00 25.90%
5000 85
o3 J LA M1%3J1%1 169 197 %9 267 204 323 352
m/z--> 50 100 150 200 250 300 350 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.64 13.22 ng 344341 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octadecane 254 C18H38 000593-45-3 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2134 (14.639 min): BF117580.D (-2127) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.40 14.60 14.80 15.00
ol J,l L l| b2 29722258 "m/z 71.10 80.61%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B B B B
Mmmmmmmm
m/z 85.05 62.41%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57
" 14.40 14.60 14.80 15.00
5000 85 m/z 43.05 61.66%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 2%0 360 350 '
Abundance #215181: 2-methyloctacosane S B R B I A
57 14.40 14.60 14.80 15.00
m/z 55.10 23.92%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117580.D

Aca On : 29 Oct 2019 10:30

Operator :© JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.72 8.46 ng 220330 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2318 (15.721 min): BF117580.D (-2311) (-) m/z 57.05 100.00%
57
85
5000
]“3 141 15.40 15.60 15.80 16.00
183 225 283 : : :
oL ALy, 108, eese2es e 03, 0%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 R DR DO S DR
mmmmmmmm
m/z 85.10 65.87%
29
oL, ] IJ ] 11§1‘169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #194493: Hexacosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 58.77%
29 113
oL, } Il | 777,241 169 197 225 253 295 323 367
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #223852: Hentriacontane R e
57 15.40 15.60 15.80 16.00
m/z 55.10 27 .70%
- ] L\V/Lm*/\
113 149
0 ‘ H L J1694197‘225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 1540 1560 1580 1600 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102919\
Data File : BF117580.D

Acq On : 29 Oct 2019 10:30

Operator : JU

Sample : K5563-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .93 9.2 ng 162425 1 6.73 352713 20.0
unknown6 .50 6.50 50.4 ng 888441 1 6.73 352713 20.0
Benzene, 1,2,3-tr... 6.55 7.1 ng 124745 1 6.73 352713 20.0
Benzene, 1,3-diet... 7.05 5.7 ng 100191 1 6.73 352713 20.0
Naphthalene, deca... 7.12 5.5 ng 96844 1 6.73 352713 20.0
Benzene, pentamet. .. 7.66 7.0 ng 205541 2 8.01 584785 20.0
Benzene, 1,2,4,5-... 7.75 6.4 ng 188292 2 8.01 584785 20.0
Benzenesulfonamid... 10.43 6.2 ng 138415 3 9.76 450286 20.0
Benzenesulfonamid... 10.63 6.7 ng 136392 4 11.24 407979 20.0
Tetradecanoic acid 11.77 6.8 ng 139052 4 11.24 407979 20.0
Phenol, 2-[(4-hyd... 12.07 7.6 ng 155411 4 11.24 407979 20.0
Phenol, 4,4 -meth... 12.32 9.3 ng 188701 4 11.24 407979 20.0
Hexacosane 12.92 20.0 ng 432955 5 13.89 432256 20.0
1-Octadecanesulph... 13.73 7.2 ng 155904 5 13.89 432256 20.0
Heneicosane 14_.04 5.7 ng 124097 5 13.89 432256 20.0
Heptadecane 14 .34 9.2 ng 197925 5 13.89 432256 20.0
2-methyloctacosane 14.51 9.0 ng 195192 5 13.89 432256 20.0
Octadecane 14 .64 13.2 ng 344341 6 15.33 520970 20.0
Triacontane 15.72 8.5 ng 220330 6 15.33 520970 20.0
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