LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample = K5502-15

Misc :

ALS Vial : 4 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 5.351 552 555 576 rBV 705207 806369 80.83% 6.150%
2 5.557 586 590 603 rBV 80464 100836 10.11% 0.769%
3 6.381 726 730 738 rBV 892450 894948 89.71% 6.826%
4 6.439 738 740 747 rVwV 49099 57789 5.79% 0.441%
5 6.504 747 751 757 rVV 1067889 930466 93.27% 7.096%
6 6.563 757 761 766 rVvV 177770 191262 19.17% 1.459%
7 6.604 766 768 776 rVB 73663 72640 7.28% 0.554%
8 6.728 786 789 798 rBV 251423 217346 21.79% 1.658%
9 6.881 812 815 827 rVB 740705 677369 67.90% 5.166%
10 6.987 830 833 843 rBV 201997 232679 23.32% 1.775%
11 7.234 871 875 878 rBV 41683 33628 3.37% 0.256%
12 7.292 882 885 892 rvVv 565423 568227 56.96% 4.334%
13 7.345 892 894 899 rvv2 51968 69618 6.98% 0.531%
14 7.392 899 902 907 rVB 28384 29600 2.97% 0.226%
15 7.534 922 926 928 rBV2 13837 14873 1.49% 0.113%

16 7.581 928 934 941 rBV 161011 198971 19.95% 1.517%
17 7.763 960 965 968 rBV 123170 123548 12.38% 0.942%
18 7.810 968 973 980 rvv 195477 254009 25.46% 1.937%
19 7.881 983 985 991 rVB3 18638 22476 2.25% 0.171%
20 8.010 1003 1007 1014 rBV 305484 297011 29.77% 2.265%

21 8.228 1040 1044 1050 rBvV 206862 189902 19.04% 1.448%
22 8.286 1050 1054 1060 rBV 201191 204795 20.53% 1.562%

23 8.469 1081 1085 1090 rvB2 10755 16644 1.67% 0.127%
24 8.516 1090 1093 1095 rBV 14643 15241 1.53% 0.116%
25 8.710 1123 1126 1135 rBV 200953 214437 21.50% 1.635%
26 8.781 1135 1138 1142 rVV 64440 49304 4.94% 0.376%
27 8.822 1142 1145 1148 rBV 30054 23213 2.33% 0.177%
28 8.892 1154 1157 1160 rBV 34280 27310 2.74% 0.208%
29 8.922 1160 1162 1164 rVB 15831 12427 1.25% 0.095%
30 9.004 1173 1176 1180 rBV 56471 49645 4.98% 0.379%

31 9.080 1184 1189 1199 rBV 1139632 997594 100.00% 7.608%
32 9.210 1207 1211 1214 rBV 95540 110791 11.11% 0.845%
33 9.233 1214 1215 1222 rVV 52458 56709 5.68% 0.433%
34 9.292 1222 1225 1228 rVV 42409 35726 3.58% 0.272%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample = K5502-15

Misc :

ALS Vial : 4 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

35 9.322 1228 1230 1234 rVV 36617 33473 3.36% 0.255%
36 9.375 1236 1239 1245 rVB 51744 46706 4.68% 0.356%
37 9.422 1245 1247 1251 rBV2 14208 12615 1.26% 0.096%
38 9.480 1253 1257 1262 rBV 168146 162678 16.31% 1.241%
39 9.704 1291 1295 1297 rBV 58582 62766 6.29% 0.479%
40 9.727 1297 1299 1301 rVvVv 56379 58203 5.83% 0.444%
41 9.757 1301 1304 1308 rVvVv 384149 378938 37.99% 2.890%
42 9.792 1308 1310 1318 rVB 48775 58462 5.86% 0.446%
43 9.933 1331 1334 1338 rVB2 24387 25124 2.52% 0.192%
44 10.098 1360 1362 1367 rBV6 7954 11182 1.12% 0.085%
45 10.180 1374 1376 1381 rVB5 9847 11341 1.14% 0.086%
46 10.310 1395 1398 1403 rVB2 16916 19060 1.91% 0.145%
47 10.551 1436 1439 1447 rBV 635365 599165 60.06% 4_570%
48 11.104 1529 1533 1537 rBV6 10948 17635 1.77% 0.134%

49 11.245 1554 1557 1559 rBV 380858 325314 32.61% 2.481%
50 11.269 1559 1561 1565 rVV 168327 148311 14.87% 1.131%

51 11.327 1568 1571 1574 rVB 23963 24562 2.46% 0.187%
52 11.486 1594 1598 1605 rBV3 20906 31321 3.14% 0.239%
53 11.751 1640 1643 1645 rBV 21981 21253 2.13% 0.162%
54 11.774 1645 1647 1654 rVB2 129729 127877 12.82% 0.975%
55 11.863 1659 1662 1664 rVV 20708 17823 1.79% 0.136%
56 12.298 1733 1736 1739 rBV2 14753 15940 1.60% 0.122%
57 12.327 1739 1741 1744 rVV4 9539 11547 1.16% 0.088%
58 12.463 1760 1764 1769 rBV 197809 190698 19.12% 1.454%
59 12.557 1777 1780 1787 rBV2 85002 86774 8.70% 0.662%

60 12.692 1797 1803 1810 rVB 150759 176362 17.68% 1.345%

61 12.827 1822 1826 1829 rBV 875185 745525 74.73% 5.686%

62 12.910 1836 1840 1845 rBV7 11847 20906 2.10% 0.159%
63 13.004 1853 1856 1857 rBV3 10493 11380 1.14% 0.087%
64 13.021 1857 1859 1862 rVB 20921 18676 1.87% 0.142%
65 13.051 1862 1864 1868 rBV5 10268 12033 1.21% 0.092%
66 13.127 1874 1877 1882 rVB3 17081 23505 2.36% 0.179%
67 13.545 1945 1948 1953 rVB3 11437 14070 1.41% 0.107%
68 13.645 1963 1965 1967 rBV3 13139 14631 1.47% 0.112%

69 13.733 1976 1980 1989 rVB5 107630 207895 20.84% 1.586%
70 13.892 2002 2007 2009 rBvV2 250987 308335 30.91% 2.352%

71 13.915 2009 2011 2016 rVB 72791 71949 7.21% 0.549%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample = K5502-15

Misc :

ALS Vial : 4 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\HPCHEM1I\BNA F\METHODS\8270-BF101819.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.039 2028 2032 2036 rBvV3 24737 30647 3.07% 0.234%
73 14.280 2071 2073 2077 rvVB2 16640 16076 1.61% 0.123%
74 14.345 2081 2084 2087 rVV 45817 43714 4.38% 0.333%
75 14.398 2088 2093 2101 rVB 93012 111125 11.14% 0.848%
76 14.639 2131 2134 2139 rVB 67845 68639 6.88% 0.523%
77 14.921 2177 2182 2184 rBV 57531 82136 8.23% 0.626%
78 14.957 2184 2188 2191 rVVv2 85213 121428 12.17% 0.926%
79 14.992 2191 2194 2197 rVV3 22578 31883 3.20% 0.243%
80 15.027 2197 2200 2204 rVB2 15944 20178 2.02% 0.154%
81 15.086 2206 2210 2213 rVB6 10185 14618 1.47% 0.111%
82 15.204 2227 2230 2236 rVB 30708 42669 4.28% 0.325%
83 15.268 2237 2241 2244 rBvVY 39227 46192 4.63% 0.352%
84 15.321 2244 2250 2255 rBV3 199769 279529 28.02% 2.132%
85 15.715 2312 2317 2325 rVB2 51157 74260 7.44% 0.566%
86 15.798 2325 2331 2339 rBvV2 18631 56582 5.67% 0.432%
87 15.939 2353 2355 2359 rBV5 8470 11500 1.15% 0.088%
88 16.180 2393 2396 2401 rVB3 23127 31322 3.14% 0.239%
89 16.739 2485 2491 2500 rBv4 26779 59438 5.96% 0.453%
90 17.168 2560 2564 2571 rVB3 15068 32796 3.29% 0.250%
91 17.362 2591 2597 2600 rBV7 6876 15630 1.57% 0.119%

Sum of corrected areas: 13111800
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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: BF117535.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 Styrene Concentration Rank 11

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

5.56 9.28 ng 100836 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stvrene 104 C8HS8 000100-42-5 95
2 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 94
3 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 90
4 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 64
5 Benzene, 1,1"-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 45

Abundance Scan 590 (5.557 min): BF117535.D (-586) (-) . m/z 104.10 100.00%
104
5000 8
51 R P A L
39 | 63 89 520 5.40 5.60 5.80
o S| RSO U1 | RN N || N m/z 103.00 52.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4873: Styrene
104
5000 78 S P R L
520 5.40 5.60 5.80
o1 m/z 78.00 49.07%
o152z B | A R
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4879: 1,3,5,7-Cyclooctatetraene
78 104
520 540 560 580
5000 m/z 77.00 23.13%
51
39 6
0 2\7 33 w‘ 45 ‘ 57 i 72\\\ 1 89 98 ‘ |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104 520 5.40 5.60 5.80
m/z 51.00 19.11%
5000 78
51
39
0 2\7 \‘ ‘\ 57 ?\3 72\\\ ! 89 98 |11 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 520 540 560 580
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 85.62 ng 930466 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.498 min): BF117535.D (-747) (-) m/z 132.00 100.00%
5000 68
40 s %6 J 620 6.40 6.60 6.80
7 . . . .
ol Qe s N Tw/z 68.10 46.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 B RAREE LARE LE S
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 31.20%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80
5000 gg 116 m/z 66.00 30.74%
o I,,,,I,,,‘,‘I‘,_,‘,\nl,ffﬂ,,Imm,\,\‘l,,h_l,,,l,s?,,,,l,lfs?,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80
m/z 69.10 19.50%
117
5000
29 91
7 LG e | oy
0||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l"||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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, l-ethenyl-3-methyl- Concentration Rank 4

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

6.56 17.60 ng 191262 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 95
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 95
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 94
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 94
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 93

Abundance Scan 760 (6.557 min): BF117535.D (-757) (-) m/z 117.00 100.00%
117
5000 o1
39 51 g5 65 77 1?3 ‘ 124 6.20 6.40 6.60 6.80
Ol ettt e el L 224 P77 118 10 85.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8978: Benzene, 1-ethenyl-3-methyl-
118
5000
91 6.20 6.40 6.60 6.80
a0 103 m/z 115.00 41.86%
L o 3 mas my |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8957: Benzene, 2-propenyl-
117
6.20 6.40 6.60 6.80
5000 o1 m/z 91.00 35.92%
39 51,65 g 103 ‘
0'W"“I“%a"”””"ﬁ'ﬁﬁﬂm'l””h"“w“"v"W'”JI“'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8964: Benzene, cyclopropyl-
117 6.20 6.40 6.60 6.80
m/z 103.00 13.86%
5000
91
39 51 65 77 ‘ 103
O'W"”I”??P'”H'”'ﬂ'ﬁﬁJm'l””“"”H“"P"W'J”I”'W' SRS U SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 4 Benzene, l-ethenyl-2-methyl- Concentration Rank 15

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

6.60 6.68 ng 72640 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 94
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 94
3 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 94
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 93
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 93

Abundance Scan 767 (6.598 min): BF117535.D (-766) (-) m/z 117.10 100.00%
147
5000 a f
39 7 65 | 1(|)3 | 6.20 6.40 6.60 6.80 7.00
o..,....,....,....',....!'...'.,!':'..,...!,....',.'...,'....,..!.,...., m/z 118.05  87.49%
m/z--> 10 20 30 40 50 60 70 90 100 110 120
Abundance #8972: Benzene, 1—etheny| 3-methyl-
118
5000
6.20 6.40 6.60 6.80 7.00
0 a 103 m/z 91.00 50.19%
s 2z P SIP B T o | o 110‘ |
m/z--> 10 20 35 40 50 65 70 80 90 160 110 120
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
7
6.20 6.40 6.60 6.80 7.00
5000 m/z 115.00 43.67%
) 27 39 51 58 65 77 B4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8958: Benzene, 1-propenyl-
6.20 6.40 6.60 6.80 7.00
m/z 103.00 16.30%
5000 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 Indene Concentration Rank 3

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

6.99 21.41 ng 232679 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 97
2 Benzene. l1l-propvnvl- 116 C9H8 000673-32-5 95
3 3-Methvlphenvlacetvlene 116 C9HS8 000766-82-5 94
4 2-Methvlphenvlacetvlene 116 C9HS8 000766-47-2 91
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 87

Abundance Scan 834 (6.992 min): BF117535.D (-830) (-) m/z 115.10 100.00%
116
5000
63 89
39 50 74 | 6.60 6.80 7.00 7.20 7.40
S AT O NN AN PN | RN m/z 116.00  95.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8406: Indene
116
5000
6.60 6.80 7.00 7.20 7.40
- m/z 89.00 13.51%
. 27 ¥ 5057 F 7 110
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Benzene, 1-propynyl-
115
6.60 6.80 7.00 7.20 7.40
5000 m/z 63.00 11.60%
. 27 39 51578 74 8? 98 109 ||,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: 3-Methylphenylacetylene
115 6.60 6.80 7.00 7.20 7.40
m/z 117.00 8.96%
5000
63 89
0 15 27 39 5\9 . \“ 7\‘\1 ‘ 101 il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 2,4-Dimethylstyrene Concentration Rank 16

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

7.35 6.41 ng 69618 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethvistvrene 132 C10H12 002234-20-0 97
2 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 97
3 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 96
4 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 96
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 95

Abundance Scan 895 (7.351 min): BF117535.D (-892) (- m/z 117.00 100.00%
117 132
5000
91
39 51 6|5 7 ‘ 105 | | 7.00 7.20 7.40 7.60
Ottt il M Tmzz 132,05 89.854%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14041: 2,4-Dimethylstyrene
117
132
5000
39 91 7.00 7.20 7.40 7.60
27 51 63 77 m/z 115.05 47 .82%
15 105
0 "I"I"I"'|'|"'I|il""Il!l":l!hl" |=':|!I ||||I|=|?.llllluuluul!llu||'!I||I|||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl-
117 132
7.00 7.20 7.40 7.60
5000 m/z 91.00 28.48%
91
51 o 86 77 105
0 'W'%§'I“?ZI”"H"”IM'?ﬁ'llW"JH"'WL'?ﬁ'U"P"'P'“”Ik"l”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117 7.00 7.20 7.40 7.60
m/z 131.10 23.80%
5000
o1 132
39 51 105
0 'W'%§'I”?TI'”'I""P"'I'“'I""P"'I"??""I'”'I'"'P"'I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BF101819.M Wed Oct 30 11:16:49 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 Benzenemethanethiol, 4-methyl- Concentration Rank 9

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

7.58 13.40 ng 198971 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanethiol. 4-methvl- 138 C8H10S 004498-99-1 78
2 Benzenemethanethiol. .alpha.-met... 138 C8H10S 006263-65-6 74
3 Benzene. (l-nitroethvl)- 151 C8H9NO2 007214-61-1 59
4 Ether. p-methvlbenzvl vinvl 148 C10H120 026437-10-5 59
5 Benzene, (1,3-dimethyl-3-butenyl)- 160 C12H16 056851-51-5 56

Abundance Scan 934 (7.581 min): BF117535.D (-928) (-) m/z 105.10 100.00%
105
5000
51 i 720 740 760 780 .00
39 63 138 . ) . ) .
o..,....,....,....-,..-..;'....~,.'...,...|!|,...E.‘?..?ﬁ.|:!.,....1%1...1,3.1..!,...., m/z 77.00 19.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17437: Benzenemethanethiol, 4—r(})1ethy|—
105
5000
7.20 7.40 7.60 7.80 8.00
138 m/z 79.10 17.51%
77
oho15 27 37 %> 53 65 || Slog, 12
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17454: Benzenemethanethiol, .aIpha&).—methyI—
105
7.20 7.40 7.60 7.80 8.00
5000 29 m/z 103.00 14.07%
51
39 59 138
L T o1 gp ||| 121
S R A R KRS AR RSN RRARS RARAN RARAN LRSS RARRS LAASN LRSS RARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #24840: Benzene, (1-nitroethyl)-
1 7.20 7.40 7.60 7.80 8.00

m/z 106.10 8.61%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00

8270-BF101819.M Wed Oct 30 11:16:49 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 Naphthalene, 1,2-dihydro- Concentration Rank 12

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

7.76 8.32 ng 123548 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dihvdro- 130 C10H10 000447-53-0 95
2 1H-Indene. l-methvl- 130 C10H10 000767-59-9 94
3 Cvcloproplalindene., 1.la.6.6a-te... 130 C10H10 015677-15-3 93
4 Benzene.l-methvl-1.2-propadienvl- 130 C10H10 022433-39-2 93
5 2-Methylindene 130 C10H10 002177-47-1 93

Abundance Scan 965 (7.763 min): BF117535.D (-960) (-) m/z 130.10 100.00%
115 130
5000
0 51 63 77 g9 102 | 740 7.60 7.80 8.00
o M o T S N P | m/z 115.00 94.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13103: Naphthalene, 1,2-dihydro-
130
5000
115 7.40 7.60 7.80 8.00

m/z 129.10 77.02%
39 S°1 64 77 o 102

0“,}§w.3?“.”,“.qh”.“U”,”ﬂw.”.“.“,h.w.d.“.h T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13092: 1H-Indene, 1-methyl-
e 130
7.40 7.60 7.80 8.00
5000 m/z 128.00 40.22%
51 63
39 77 g 102
0..,....,..Z.Z,...a‘,....l‘a...,lH‘..,.l‘:‘a,....‘,....,l...,..l.llz.?:‘. M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13120: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
129 7.40 7.60 7.80 8.00
115 m/z 127.00 17.51%
5000
51 64 77 g9 102
0..,....,...2.8,...:.3?....i‘....,aw‘..,.H‘a,....‘,....,‘l...,..l.,..l. ‘...., A .,....*,....,./.\..,’i...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00

8270-BF101819.M Wed Oct 30 11:16:50 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 1,4-Dihydronaphthalene Concentration Rank 5

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

7.81 17.10 ng 254009 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dihvdronaphthalene 130 C10H10 000612-17-9 95
2 Benzene. 1l-butvnvl- 130 C10H10 000622-76-4 95
3 Cvcloproplalindene., 1.la.6.6a-te... 130 C10H10 015677-15-3 94
4 2-Methvlindene 130 C10H10 002177-47-1 94
5 1H-Indene, 1l-methyl- 130 C10H10 000767-59-9 93

Abundance Scan 973 (7.810 min): BF117535.D (-968) (-) m/z 115.00 100.00%
115 130
5000
39 51 63 77 g9 102 | 7.40 7.60 7.80 8.00 8.20
Ol prerr el et ettt | m/z 130.05 95 86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13094: 1,4-Dihydronaphthalene
130
115
5000 AN AR AR R
740 7.60 7.80 8.00 8.20
51 m/z 129.00 74.83%
39 T gg 102
0..,.%?.,..??,....H....I....,I”h T P o e 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13088: Benzene, 1-butynyl-
115 4
7.40 7.60 7.80 8.00 8.20
5000 m/z 128.05 36.94%
51 63
ol 15 27 39 T T 8 102 g
mz> 10 % % 4b % 6 7 % 9 100 110 150 130
Abundance #13120: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
129 7.40 7.60 7.80 8.00 8.20
115 m/z 127 .05 17.27%
5000
5 64 77 102
0"I"”I"?ﬁ"'%?'”'it"ﬂ'w"P'q'l“'é?"“ll'”l"l'P'l'"”'I' DR DAL RARAE RAARE AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 740 7.60 7.80 8.00 8.20

8270-BF101819.M Wed Oct 30 11:16:50 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 11 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 10

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

8.23 12.79 ng 189902 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 90
2 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 87
3 o-Cvmene 134 C10H14 000527-84-4 87
4 p-Cvmene 134 C10H14 000099-87-6 86
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 80

Abundance Scan 1044 (8.228 min): BF117535.D (-1040) (-) m/z 119.10 100.00%
119
5000 Lﬂ_
91
39 51 65 77 103 135 182 7.80 8.00 8.0 840 8.60

o

...,....,....,....-,'..~..,-....~,.-.'..,...':-,....~,:-...,.l:..,..l.':l....,....,....,!...,. m/z 91.10 27.52%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119

5000
780 8.00 8.20 8.40 8.60
o1 134 m/z 117.10 15.72%

15 27 4151 6 77 | 103 | |
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII.IIIIIIIIIIIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119

7.80 8.00 8.20 8.40 8.60

o

5000 134 m/z 120.10 9.63%
91
27 51 65 17 105

0 | H L | [,y 1l Ll ‘\

e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14810: 0-Cymene T e B

119 7.80 8.00 8.20 8.40 860

m/z 152_.00 8.32%

5000

a1 134

15 27 ‘ 51 65 77 103
O o Po e T T T YT T T A e e e S ————

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40 8.60

8270-BF101819.M Wed Oct 30 11:16:50 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 o-Cymene Concentration Rank 7

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

8.29 13.79 ng 204795 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 87
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 83
3 p-Cvmene 134 C10H14 000099-87-6 83
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 80
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 80

Abundance Scan 1055 (8.292 min): BF117535.D (-1050) (-) m/z 119.10 100.00%
119

_%

5000
91 U
39 51 65 ! 108 | 136 e 8.00 820 8.40 8.60
o..,....,....,....',-..l..i'....l,.'.'..,.:.'.'-,....',:-...,:':..,..':!l=~...,..-!~.,....,.'...,. m/z 91.00 26.88%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene M
119
5000
8.00 820 8.40 8.60
o1 134 m/z 121.00 25.78%
Otrrprrrrprrtrprrrp e e et e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119

8.00 8.20 8.40 8.60
m/z 117.05 20.39%

5000

0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene

3

8.00 8.20 8.40 8.60
m/z 136.00 14 _.15%

5000

—

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60

8270-BF101819.M Wed Oct 30 11:16:51 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 Benzene, (2-bromocyclopropyl)- Concentration Rank 6

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

8.71 14.44 ng 214437 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 78
2 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 56
3 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 53
4 Benzvl nitrile 117 C8H7N 000140-29-4 49
5 m-Aminophenylacetylene 117 C8H7N 054060-30-9 47

Abundance Scan 1126 (8.710 min): BF117535.D (-1123) (-) m/z 117.10 100.00%
117
5000
8.40 8.60 8.80 9.00
150
ol R | W/Z 115.10  43.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58678: Benzene, (2-bromocyclopropyl)-
117
5000
8.40 8.60 8.80 9.00
a1 m/z 116.00 13.55%
39 51 63 |
Oy 2l bl A7 103 ) 131 182 173 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14051: (E)-1-Phenyl-1-butene
117
8.40 8.60 8.80 9.00
5000 m/z 91.05 10.96%
91 132
Sl 65 77
'}?lg"'h'”k'lm"ﬂ“'J"f%%"‘l'ﬂ"l""l"" [T Tprr T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117 8.40 8.60 8.80 9.00
m/z 118.10 9.94Y%
5000
o 27 39 51 65 77 \ 103 \\ 129 143 165178191203 234
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BF101819.M Wed Oct 30 11:16:51 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 Benzene, (1-bromoethyl)- Concentration Rank 17

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

9.21 5.85 ng 110791 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-bromoethvIl)- 184 C8H9Br 000585-71-7 64
2 2.4.6-Cvcloheptatrien-1-one. 4-(... 148 C10H120 013656-81-0 64
3 Phenol. o-I(.alpha.-methvlbenzvl... 262 C14H1403S 029634-38-6 64
4 Benzene. (1-methvl1-3-butenvl)- 146 C11H14 010340-49-5 64
5 Benzene, 1-(bromomethyl)-4-methyl- 184 C8H9Br 000104-81-4 64

Abundance Scan 1211 (9.210 min): BF117535.D (-1207) (-) m/z 105.05 100.00%
105
5000
Iy 8.80 9.00 9.20 9.40 9.60
51 65 119132147 : : : : :
0...,....-,.."..-,-.-...|'I,..-.., i m/z 79.00 17.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49200: Benzene, (1-bromoethyl)-
105
5000

8.80 9.00 9.20 9.40 9.60
m/z 77.00 16.94%

79
ol 2 51 65 || 92 140 169 184
R B B LR o EaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22746: 2,4,6-Cycloheptatrien-1-one, 4-(1-methylethyl)-
105
8.80 9.00 9.20 9.40 9.60
5000 m/z 103.00 13.23%
51 77 148
91 120
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112193: Phenol, o-[(.alpha.-methylbenzyl)sulfonyl]-
105 8.80 9.00 9.20 9.40 9.60
m/z 106.00 8.25%
5000
7
R A B R N R B e Ea
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40 9.60

8270-BF101819.M Wed Oct 30 11:16:52 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.77 7.86 ng 127877 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Oxalic acid. cvclobutvl hexadecv... 368 C22H4004 1000309-70-6 15
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 15
Abundance Scan 1646 (11.769 min): BF117535.D (-1645) (-) m/z 73.00 100.00%
73
43
60
5000
129
87 115 ‘ﬁvaﬁwﬁ‘
01 143197171 191 213 11.40 11.60 11.80 12.00
o e | M/z 43.05  78.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 e e T
nmnmnmnm
m/z 60.00 69.54Y%
| L|TJJ 143157171185199213
Ol
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.40 11.60 11.80 12.00
5000 m/z 55.00 58.67%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R e A
60 73 11.40 11.60 11.80 12.00
43 m/z 57.00 56.96%
5000 129
7 185 228
0 Lo vy |
m/z--> ""' 80 100 120 156"i66"i86"é06"é26"éiéllééé 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.56 5.33 ng 86774 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 92
2 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 50
3 Pentadecanoic acid 242 C15H3002 001002-84-2 35
4 Oxalic acid. isobutyl heptadecvl... 384 C23H4404 1000309-38-2 25
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 25
Abundance Scan 1781 (12.563 min): BF117535.D (-1777) (-) m/z 73.00 100.00%
43
5000 129
97 185 241
16? 213 284 12.20 12.40 12.60 12.80
ol g L L m/z 43.05 81.51%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
5000 129 AR AR SRR SR
o7 nmnmnmnm
185 241 284 m/z 59.95 75.47%
04 n.|157| I I207 Il | L
m/z--> 50 100 150 260 2éo 360 3éo
Abundance #125286: Decanoic acid, silver(1+) salt
73
43 155 12.20 12.40 12.60 12.80
5000 129 m/z 57.00 71.42%
ol Ll m m | o 2ur 279 330 387
m/z--> 50 150 200 250 300 350
Abundance #95855: Pentadecanoic acid B B EaaE R R
43 73 12.20 12.40 12.60 12.80
m/z 55.00 63.66%
5000 129
‘ N 97 157 199 242
(T b lll by ; |
ol ‘-.-‘-‘- ,hlL,\,,,\I\, ,ﬂffﬂ,m S ot
m/z--> 50 100 150 200 250 300 350 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.73 13.49 ng 207895 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 1979 (13.727 min): BF117535.D (-1976) (-) m/z 83.05 100.00%
57 83
. 199 167 g 234 1340 13.60 13.80 14.00
(o} et m/z 57.10 92 .44%
m/z--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol
5 88
5000 1l L DU B BN SR
13. 40 13. 60 13. 80 14.00
m/z 97.05 89.35%
29 139
ol b Lo 167 196 224 252 280 308
m/z--> §0 160 1%0 260 250 360
Abundance #186968: n-Tetracosanol-1
97 8
1340 13.60 13.80 14.00
5000 11 m/z 55.00 87.72%
29 139
ol A “ ‘\ b |, 707 195 222 250 280 308 336
m/z--> éo 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R EREEEEEEE s mEm
57 g3 13.40 13.60 13.80 14.00
m/z 43.05 87 .45%
5000 111
29 ” 196
0 | I ‘ |10 1% Tz 342
m/z--> 50 10 150 200 250 3(')0 13. 40 13. 60 13. 80 14. oo '
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
BF117535.D
25 Oct 2019 14:52

Ju

K5502-15

4 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSC

INT.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 Naphthalene, 1-(2-naphthale... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

1440 7.20ng 111125  Chrysene-d12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene.
2 8-Methvl-4-azafluorene.
3 Benzlalanthracene-12-carboxaldeh... 270 C20H140
4 Naphthalene.,

5 4-Azafluorenone,

1-(2-naphthalenyloxy)- 270 C20H140
phenvlimine 270 C19H14N2

1.1"-oxvbis-
3-methylphenyli... 270 C19H14N2

000611-49-4 94
1000216-54-2 50
017513-40-5 49
270 C20H140 000607-52-3 49
1000301-74-7 49

Abundance

5000

39
o

Scan 2093 (14.398 min): BF117535.D (-2088) (-)

55 75 89

106

135 150163176189 213226

m/z 270.10 100.00%

14.00 14.20 14.40 14.60 14.80
m/z 269.10 60.86%

m/z--> 20 40

60 80 100 120 140 160 180 200 220 240 260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119565: Naphthalene, 1-(2-naphthalenyloxy)-
70
5000 | BLLLILEN NNLINL L L LI L L LB LA L
239 14.00 14.20 14.40 14.60 14.80
119 253 m/z 239.10 45 _25%
134
oL 39 6376 93106 150163 187 202215
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119538: 8-Methyl-4-azafluorene, phenylimine
270
14.00 14.20 14.40 14.60 14.80
5000 m/z 119.60 24 _66%
253
l 63 76 140153 178192205 227240 | ‘\
A B R R B A AR ama s na sy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119568: Benz[a]anthracene-12-carboxaldehyde, 7-methyl-
269 14.00 14.20 14.40 14.60 14.80
m/z 271.20 20.74%
5000
239
120 226
0 63 79 106, | 135150163 187200213 255

14. OO 14 20 14. 40 14. 60 14.80

8270-BF101819.M Wed Oct 30 11:16:54 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 Octacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .64 4.91 ng 68639 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 2134 (14.639 min): BF117535.D (-2131) (-) m/z 57.05 100.00%
g7
85
5000
155 183 245 14.40 14.60 14.80 15.00
ol i 281302 m/z 71.10 90.79%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 LI LN I BRI B
mmmmmmmm
29 m/z 85.10 67 .80%
oL Lk ﬂ | 1141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1éo 260 2éo 360 3éo '
Abundance #141426: Heneicosane
57
o " 14.40 14.60 14.80 15.00
5000 m/z 43.05 63.86%
29 113
ol i L 77,141 369 107 225 253 206
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #94346: Heptadecane L L L L L L B
57 14.40 14.60 14.80 15.00
m/z 55.00 26.75%
85
5000
29
m/z--> 55 100 1éo 260 250 300 3éo ' 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117535.D

Aca On : 25 Oct 2019 14:52

Operator :© JU

Sample - K5502-15

Misc :

ALS Vial : 4 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 Heptadecane, 8-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.72 5.31 ng 74260 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2318 (15.721 min): BF117535.D (-2312) (-) m/z 57.05 100.00%

5000

15.40 15.60 15.80 16.00

(o m/z 71.10 99.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105898: Heptadecane, 8-methyl-
57
85
5000 LA L L L L L B LB L |
26 15.40 15.60 15.80 16.00
4 126, m/z 43.10 67.34%
o ULl gme || | 169 196211 239254
O A L o e A RARENRESES Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
5[7
R REERE R R Ry
85 15.40 15.60 15.80 16.00
5000 4 m/z 85.10 64 .38%
113
0 | H\ H Il ﬂ‘ N i 1‘.11 169 197212 240
L L o e e e R AN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane S
5[7 15.40 15.60 15.80 16.00
m/z 97.10 26.44%
85
5000
4
113
0 ‘ Ll [ 14 169 197 225 253268 296
”q”.q”.q”.q”.q””,””,””,””,”“ LN LRaa Ea s o AR R REERE R R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102519\
Data File : BF117535.D

Acq On : 25 Oct 2019 14:52

Operator : JU

Sample - K5502-15

Misc :

ALS Vial : 4 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]
Styrene 5.56 9.3 ng 100836 1 6.73 217346 20.0
unknown6 .50 6.50 85.6 ng 930466 1 6.73 217346 20.0
Benzene, 1-etheny... 6.56 17.6 ng 191262 1 6.73 217346 20.0
Benzene, 1l-etheny... 6.60 6.7 ng 72640 1 6.73 217346 20.0
Indene 6.99 21.4 ng 232679 1 6.73 217346 20.0
2,4-Dimethylstyrene 7.35 6.4 ng 69618 1 6.73 217346 20.0
Benzenemethanethi. .. 7.58 13.4 ng 198971 2 8.01 297011 20.0
Naphthalene, 1,2-... 7.76 8.3 ng 123548 2 8.01 297011 20.0
1,4-Dihydronaphth. .. 7.81 17.1 ng 254009 2 8.01 297011 20.0
Benzene, 1l-methyl... 8.23 12.8 ng 189902 2 8.01 297011 20.0
o-Cymene 8.29 13.8 ng 204795 2 8.01 297011 20.0
Benzene, (2-bromo... 8.71 14_.4 ng 214437 2 8.01 297011 20.0
Benzene, (l1-bromo... 9.21 5.8 ng 110791 3 9.76 378938 20.0
n-Hexadecanoic acid 11.77 7.9 ng 127877 4 11.25 325314 20.0
Octadecanoic acid 12.56 5.3 ng 86774 4 11.25 325314 20.0
Behenic alcohol 13.73 13.5 ng 207895 5 13.89 308335 20.0
Naphthalene, 1-(2... 14.40 7.2 ng 111125 5 13.89 308335 20.0
Octacosane 14 .64 4.9 ng 68639 6 15.32 279529 20.0
Heptadecane, 8-me... 15.72 5.3 ng 74260 6 15.32 279529 20.0
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