LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 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-BF083019.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 5.439 567 570 581 rVB 573008 549373 14.58% 0.750%
2 5.663 603 608 624 rBVY 1475533 2184051 57.97% 2.982%
3 6.451 739 742 748 rVB 586687 563936 14.97% 0.770%
4 6.539 754 757 763 rVB 380216 433555 11.51% 0.592%
5 6.592 763 766 772 rVB 753040 625810 16.61% 0.854%
6 6.669 772 779 783 rBVY 2845310 3767363 100.00% 5.144%
7 6.704 783 785 794 rVB 1644226 1821114 48.34% 2.486%
8 6.828 803 806 810 rVB 525408 440694 11.70% 0.602%
9 6.981 829 832 835 rBV 511085 402567 10.69% 0.550%
10 7.092 846 851 859 rBY 2660284 3068557 81.45% 4.189%

11 7.333 887 892 895 rBvV 554662 467587 12.41% 0.638%
12 7.380 895 900 902 rBV2 411268 446799 11.86% 0.610%
13 7.404 902 904 907 rVB 437085 342656 9.10% 0.468%
14 7.445 907 911 916 rBV 1209968 1676717 44.51% 2.289%%
15 7.486 916 918 928 rVB 1043445 1062180 28.19% 1.450%

16 7.586 931 935 939 rBv2 120012 186656 4_95% 0.255%
17 7.628 939 942 945 rBV 216961 204874 5.44% 0.280%
18 7.669 945 949 950 rBV 1162899 1276437 33.88% 1.743%
19 7.686 950 952 956 rvB 2771731 2254635 59.85% 3.078%
20 7.863 977 982 985 rBV 1093751 1278448 33.93% 1.745%

21 7.910 985 990 993 rvv 2711202 2868732 76.15% 3.917%
22 7.980 998 1002 1006 rvB2 305013 333891 8.86% 0.456%
23 8.104 1020 1023 1025 rVVv 692864 628680 16.69% 0.858%
24 8.127 1025 1027 1030 rVvV 1508010 1123372 29.82% 1.534%
25 8.222 1040 1043 1046 rBvV 228273 185286 4.92% 0.253%

26 8.327 1055 1061 1064 rBV 3116193 2939514 78.03% 4.013%
27 8.386 1067 1071 1077 rBV 3275881 2905015 77.11% 3.966%
28 8.563 1098 1101 1103 rVV 272281 263325 6.99% 0.360%
29 8.610 1107 1109 1114 rVvB2 295299 316667 8.41% 0.432%
30 8.675 1114 1120 1122 rBv4 218928 271971 7.22% 0.371%

31 8.816 1139 1144 1151 rVB2 2274081 2394312 63.55% 3.269%
32 8.874 1151 1154 1158 rBV 1096290 1030087 27.34% 1.406%
33 8.916 1158 1161 1164 rVB 1114848 874461 23.21% 1.194%
34 8.986 1170 1173 1175 rBV 583077 525291 13.94% 0.717%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 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
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.010 1175 1177 1181 rVB 357113 297678 7.90% 0.406%

36 9.098 1189 1192 1196 rVB 1198349 975145 25.88% 1.331%
37 9.151 1196 1201 1203 rBV2 298674 334556 8.88% 0.457%
38 9.174 1203 1205 1211 rVB2 823076 818564 21.73% 1.118%
39 9.233 1211 1215 1217 rBV 367262 357907 9.50% 0.489%
40 9.310 1224 1228 1231 rBV 2596846 2696634 71.58% 3.682%

41 9.339 1231 1233 1237 rVB 370848 298898 7.93% 0.408%
42 9.392 1237 1242 1244 rVB2 151833 181159 4.81% 0.247%
43 9.439 1248 1250 1254 rVB 189144 220730 5.86% 0.301%
44 9.474 1254 1256 1259 rVB 454815 353984 9.40% 0.483%
45 9.516 1259 1263 1266 rBvV2 505178 608891 16.16% 0.831%

46 9.580 1269 1274 1278 rVB3 896664 926959 24.60% 1.266%
47 9.633 1278 1283 1285 rBV3 203614 250540 6.65% 0.342%
48 9.657 1285 1287 1294 rVB3 326975 415747 11.04% 0.568%
49 9.716 1294 1297 1304 rVB 636452 619003 16.43% 0.845%
50 9.804 1308 1312 1314 rBV 1712341 1498402 39.77% 2.046%

51 9.827 1314 1316 1319 rVvV2 638553 662323 17.58% 0.904%
52 9.857 1319 1321 1324 rVB 649369 536121 14.23% 0.732%
53 9.892 1324 1327 1330 rBV 792428 654223 17.37% 0.893%
54 10.021 1344 1349 1353 rBV3 399372 549252 14.58% 0.750%
55 10.057 1353 1355 1358 rVvVv 186359 183440 4._.87% 0.250%

56 10.163 1370 1373 1376 rBV2 155955 193642 5.14% 0.264%
57 10.198 1377 1379 1382 rVV 231705 204812 5.44% 0.280%
58 10.404 1411 1414 1418 rVB 487743 438939 11.65% 0.599%
59 10.563 1437 1441 1443 rBV4 102098 154949 4.11% 0.212%
60 10.639 1449 1454 1458 rBV2 482247 455460 12.09% 0.622%

61 10.868 1491 1493 1499 rVB 573674 464105 12.32% 0.634%
62 10.951 1503 1507 1509 rBV2 138820 179774 4.77% 0.245%
63 11.145 1537 1540 1545 rVB2 168647 176669 4.69% 0.241%
64 11.233 1552 1555 1560 rVB 193642 177884 4.72% 0.243%
65 11.339 1569 1573 1575 rBV 628349 628080 16.67% 0.858%

66 11.368 1575 1578 1583 rVV 1903387 1742847 46.26% 2.380%
67 11.416 1583 1586 1588 rVB 256209 217071 5.76% 0.296%
68 11.839 1655 1658 1661 rBV 609643 640674 17.01% 0.875%
69 11.868 1661 1663 1666 rVvV 789889 662179 17.58% 0.904%
70 11.951 1674 1677 1679 rVV2 703439 708186 18.80% 0.967%

71 11.974 1679 1681 1685 rVB 489854 410975 10.91% 0.561%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 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-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 12.133 1705 1708 1710 rBV2 280924 237766 6.31% 0.325%
73 12.392 1749 1752 1755 rBV 344323 352655 9.36% 0.481%
74 12.480 1764 1767 1774 rVB4 221472 315579 8.38% 0.431%
75 12.557 1776 1780 1782 rVV 1066589 937542 24.89% 1.280%

76 12.786 1815 1819 1824 rVB 1489524 1493786 39.65% 2.039%
77 12.915 1839 1841 1844 rVB 402923 322147 8.55% 0.440%
78 12.998 1852 1855 1862 rVB3 277139 399911 10.62% 0.546%
79 13.086 1867 1870 1871 rBV2 231217 242084 6.43% 0.331%
80 13.174 1883 1885 1888 rVB 202087 153768 4.08% 0.210%

81 13.215 1889 1892 1895 rVB 342928 333393 8.85% 0.455%
82 13.304 1904 1907 1910 rBV 327093 318087 8.44% 0.434%
83 13.333 1910 1912 1916 rVB 297804 280451 7.44% 0.383%
84 13.615 1957 1960 1965 rVB2 243344 307543 8.16% 0.420%
85 13.727 1974 1979 1982 rVV4 199652 377882 10.03% 0.516%

86 13.780 1985 1988 1991 rVV2 153886 178490 4.74% 0.244%
87 13.821 1993 1995 1999 rVB 180771 201231 5.34% 0.275%
88 13.974 2017 2021 2025 rBV2 846810 1403148 37.24% 1.916%
89 14.009 2025 2027 2034 rVB 817355 761872 20.22% 1.040%
90 14.127 2045 2047 2057 rVB4 177448 324733 8.62% 0.443%

91 14.374 2084 2089 2091 rVvVv 337334 390016 10.35% 0.532%
92 14.404 2091 2094 2097 rVB2 249318 222161 5.90% 0.303%
93 14.498 2107 2110 2112 rBV 192098 179963 4.78% 0.246%
94 14.562 2119 2121 2125 rVB2 167769 169966 4_.51% 0.232%
95 15.021 2194 2199 2206 rBV 503122 937461 24.88% 1.280%

96 15.315 2245 2249 2254 rVB 354653 435674 11.56% 0.595%
97 15.374 2255 2259 2264 rVB 353656 448837 11.91% 0.613%
98 15.439 2265 2270 2273 rBV 341142 430532 11.43% 0.588%
99 16.868 2508 2513 2519 rVB 146772 275057 7.30% 0.376%
100 17.303 2582 2587 2595 rVB2 103433 201476 5.35% 0.275%

Sum of corrected areas: 73244226
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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: BF117002.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1,3,5,7-Cyclooctatetraene Concentration Rank 3

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

5.66 99.12 ng 2184050 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 95
2 Stvrene 104 C8HS8 000100-42-5 95
3 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 95
4 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 72
5 1,3,7-Octatrien-5-yne 104 C8HS8 016607-77-5 28

Abundance Scan 607 (5.657 min): BF117002.D (-603) (-) m/z 104.00 100.00%
104
5000 8 fk
T e T340 560 550 600
39 . . . .
Okt 28 69l 89 98 10 7z 78.00  50.87%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4879: 1,3,5,7-Cyclooctatetraene
78 104
5000 IS LR RS RS LR
51 5.40 5.60 5.80 6.00
39 m/z 103.00 49.91%
o 2 ss | s [|se T 72l 8 e |
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #4875: Styrene
104
540 560 580 6.00
5000 m/z 77.00 23.92%
78
51
27 R |8 ] 8 e ||
e S U I S S IS UL LI B B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene R RmmATEE S s n
104 540 5.60 5.80 6.00
m/z 51.00 19.68%
5000 78
51
39
0 2\7 \‘ ‘\ 57 (\3\3 72\\\ ! 89 98\ |
mz-> 20 30 40 50 60 70 80 90 100 110 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.59 Concentration Rank 15

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

6.59 28.40 ng 625810 1,4-Dichlorobenzene-d4 6.83
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 766 (6.592 min): BF117002.D (-763) (-) m/z 132.00 100.00%
132
5000 68
96 rrTrTTTTTTT T T T T T T
40 54 28 06 J 6.20 6.40 6.60 6.80 7.00
01 B e e m/z 68.00 41 .56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SRR
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.17%
01 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.53%
104
ol 14 27 39 Sl 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.91%
5000 98 116
| I ”qu I‘h .uh. rl“-‘-. 198 ..,.1??. SN | GO | G —
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1

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

6.67 170.97 ng 3767360 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 96
2 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 94
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 779 (6.669 min): BF117002.D (-772) (-) m/z 117.05 100.00%
117 ﬂ
5000
91
3 s 63 77 1?3110 1oa 6.40 6.60 6.80 7.00
N U Pt NS P . S Tt~ L 2 S m/z 118.05 84.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8978: Benzene, 1-ethenyl-3-methyl-
118
5000 ""I"j¥l""l"?'l""
91 6.40 6.60 6.80 7.00
0 103 m/z 114.95 42 .33%
b m % wws 7, O
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8958: Benzene, 1-propenyl-
117
6.40 6.60 6.80 7.00
5000 m/z 91.00 33.98%
91
39
ot 2 L A B el Puoll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8964: Benzene, cyclopropyl-
117 6.40 6.60 6.80 7.00
m/z 103.00 13.20%
5000
91
39 51 65 77 ‘ 103
0'w'“'|“?a"“““"ﬂ'?ﬁ”m'l“”U"“H“"wh“l'J”w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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, 1-propenyl- Concentration Rank 7

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

6.70 82.65 ng 1821110 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 95
2 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 94
3 Benzene. l1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 93
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 93
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 93

Abundance Scan 784 (6.698 min): BF117002.D (-783) (-) m/z 117.10 100.00%
117
5000 o1
39 51 65 77 103 6.40 6.60 6.80 7.00
58
Ottty 84l L B0 T2 777118 10 83.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8978: Benzene, 1-ethenyl-3-methyl-
118
5000 T 'f¥|"' AN SR
01 6.40 6.60 6.80 7.00
o 103 m/z 115.05 36.98%
b % mmm | W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8958: Benzene, 1-propenyl-

6.40 6.60 6.80 7.00
m/z 91.00 36.03%

5000

0!

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

Abundance #8977: Benzene, 1-ethenyl-4-methyl- R R ERRRRNEENE S
6.40 6.60 6.80 7.00

m/z 65.00 12.09%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Indene Concentration Rank 2

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

7.09 139.26 ng 3068560 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 95
2 Benzene. l1l-propvnvl- 116 C9H8 000673-32-5 94
3 1-Propvne. 3-phenvl- 116 C9HS8 010147-11-2 94
4 3-Methvlphenvlacetvlene 116 C9HS8 000766-82-5 91
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 91

Abundance Scan 851 (7.092 min): BF117002.D (-846) (-) m/z 115.00 100.00%
115
5000
39 50 gg 74 8|9 98 100 6.80 7.00 7.20 7.40
Ol s 20l 98 1090 Tm/z 116.00 92.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8408: Indene
116
5000
6.80 7.00 7.20 7.40
m/z 89.00 14.63%
39 63 89
0 27 45 91 57 | 74 80 | 98104110 |||
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Benzene, 1-propynyl-
115
6.80 7.00 7.20 7.40
5000 m/z 63.00 12.78%
. 27 39 51568 74 8? 98 109 ||,
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8410: 1-Propyne, 3-phenyl-
115 6.80 7.00 7.20 7.40
m/z 117.00 8.69%
5000
63 89
o 2z 39 Sler P74 [ 98 109
m/z--> 20 30 40 50 60 70 8 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzene, (2-methyl-1-propen... Concentration Rank 8

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

7.45 76.09 ng 1676720 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 96
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 96
3 2.4-Dimethvistvrene 132 C10H12 002234-20-0 96
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 95
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 94

Abundance Scan 912 (7.451 min): BF117002.D (-907) (-) m/z 117.10 100.00%
147
132
5000
91
39 51 65 77 84 | og 105 | 7.20 7.40 7.60 7.80
0..,....,....,....',....,'....,.':'..,...|.,....,:...,..'..,....',...!', l e m/z 132.05  77.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132
117
5000
7.20 7.40 7.60 7.80
91 m/z 115.00 47 .14%
s 21 3 Slog B8 77 g | 0gl05 L
m/z--> 10 20 35 40 §o 60 fo 80 95 100 110 120 130 140
Abundance #14070: Benzene, (2-methyl-1-propenyl)-
1

7.20 7.40 7.60 7.80
m/z 91.00 27.13%

5000

0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14041: 2,4-Dimethylstyrene

7.20 7.40 7.60 7.80
m/z 131.05  25.34%

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

8270-BF083019.M Fri Sep 13 17:23:32 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 14

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

7.49 33.79 ng 1062180 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethvistvrene 132 C10H12 002234-20-0 96
2 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 95
3 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 95
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 95
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95

Abundance Scan 919 (7.492 min): BF117002.D (-916) (-) m/z 117.10 100.00%
117 132
5000
91
39 51 . 65 77 |%m | 7.20 7.40 7.60 7.80
Obrrprrrrprrer e o 28 el et e 28t Ml Tm/z 132,10 83.63%
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 7.20 7.40 7.60 7.80
27 51 63 77 m/z 115.00 50.26%
A N R 0|
Obrrrebr et et i ol el et 98 i Ml ol
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14067: Benzene, (2-methyl-2-propenyl)-
1

7.20 7.40 7.60 7.80
m/z 91.00 27.65%

5000

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14051: (E)-1-Phenyl-1-butene

7.20 7.40 7.60 7.80
m/z 131.10 24.88%

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

8270-BF083019.M Fri Sep 13 17:23:32 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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, 4-ethenyl-1,2-dime... Concentration Rank 12

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

7.67 40.61 ng 1276440 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 97
2 Benzene. 4-ethenvl-1.2-dimethvl- 132 C10H12 027831-13-6 96
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 94
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 93
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 93

Abundance Scan 949 (7.669 min): BF117002.D (-945) (-) m/z 117.05 100.00%
117
132
5000
91 105
39 51 65 | o | o8 | | | 7.40 7.60 7.80 8.00
o} AN SO N [ LA PSS MBI | R m/z 132.10 80.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132
117
5000
7.40 7.60 7.80 8.00
o1 m/z 115.00 41.75%
o 15 27 3 Sleg B 77 g4 | 05106 -
mz-> 1 % % 46 5 60 70 8'0 90 100 110 120 130 140
Abundance #14078: Benzene, 4-ethenyl-1,2-dimethyl-
117 132
7.40 7.60 7.80 8.00
5000 m/z 91.00 23.92%
91
8 ‘ 1(\)5 “\ u‘\
O e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
1 7.40 7.60 7.80 8.00
m/z 131.05 22 .04%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

8270-BF083019.M Fri Sep 13 17:23:33 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzenemethanethiol, .alpha... Concentration Rank 9

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

7.69 71.73 ng 2254640 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanethiol. .alpha.-met... 138 C8H10S 006263-65-6 81
2 3.4-Dimethvithiophenol 138 C8H10S 018800-53-8 78
3 Benzenemethanethiol. 4-methvl- 138 C8H10S 004498-99-1 64
4 3-Methvlbenzvl mercaptan 138 C8H10S 025697-56-7 64
5 Benzene, (1,3-dimethyl-3-butenyl)- 160 C12H16 056851-51-5 64

Abundance Scan 953 (7.692 min): BF117002.D (-950) (-) m/z 105.10 100.00%
105 r
5000
I 138 7.40 7.60 7.80 8.00
51 130 : : : :
O 2R 89 69 || 89 o7 || 121 10°YC 707000 15.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17454: Benzenemethanethiol, .alph%).—methyl—
105
5000 79
51 7.40 7.60 7.80 8.00
39 59 138 m/z 79.00 15.51%
0"|“"|'“'|'“’L'l'!b“'Hﬂﬁg?'”!i"“?%'%%‘h!w"'}ﬁ%"v"'w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17427: 3,4-Dimethylthiophenol
105 138
740 7.60 7.80 8.00
5000 m/z 103.00 14 .32%

77 o1
! H ‘\9 il 113 \‘ ‘\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17437: Benzenemethanethiol, 4-methyl-

123
45
27 37 | p3 6269

o

-

7.40 7.60 7.80 8.00
m/z 106.05 8.18%

5000

-

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

8270-BF083019.M Fri Sep 13 17:23:33 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1H-Indene, 1-methyl- Concentration Rank 11

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

7.86 40.67 ng 1278450 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. l1l-methvl- 130 C10H10 000767-59-9 94
2 Benzene. 1l-butvnvl- 130 C10H10 000622-76-4 94
3 Benzene. (1-methvl-2-cvclopropen... 130 C10H10 065051-83-4 91
4 2-Methvlindene 130 C10H10 002177-47-1 91
5 Benzene,l-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 90

Abundance Scan 982 (7.863 min): BF117002.D (-977) (-) m/z 115.00 100.00%
115 130
5000

39 51 63 77 gg 102 7.60 7.80 8.00 8.20

0..,....,....,....',....;'....,:'!'..,.:':':,...-.',....,!-...,..!.1,2.?!|.'....,... m/z 130.10 96.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13092: 1H-Indene, 1-methyl-
115 130
5000

7.60 7.80 8.00 8.20
m/z 129.05 74 .50%

51 63
39 77 gy 102
0..,....,..?'.7,...:,....||:...,I”'..,.I':':,....',....,!...,..!.1,2.2.:|. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13087: Benzene, 1-butynyl-
115
130 7.60 7.80 8.00 8.20
5000 m/z 128.05 41.42%
51 63
s 2 PO g e |
YO S NS RS A NP RS B |1 BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)-
115 130 7.60 7.80 8.00 8.20
m/z 127.00 19.35%
5000
51 64
39 7 102
0..,....,..%.7,....‘,....}‘a...,:‘.‘..,.M,...E.;‘?....,l...,..l.llz.z.l‘. NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20

8270-BF083019.M Fri Sep 13 17:23:34 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2-Methylindene Concentration Rank 6

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

7.91 91.26 ng 2868730 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 95
2 1H-Indene. l1-methvl- 130 C10H10 000767-59-9 94
3 Benzene. 1-butvnvl- 130 C10H10 000622-76-4 94
4 Cvcloproplalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 93
5 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 92

Abundance Scan 990 (7.910 min): BF117002.D (-985) (-) m/z 115.00 100.00%
115 130
5000
39 5|1 6|3 77 g9 102 | | | 146 7.60 7.80 8.00 8.20
Obrrprrrrprrrr el et et e o m/z 130.10 96.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13084: 2-Methylindene
130
115
5000
7.60 7.80 8.00 8.20
51 e m/z 129.10 77 .06%
28 39 ;7T se 102 |
Ot e e e e e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13092: 1H-Indene, 1-methyl-
1us 0
7.60 7.80 8.00 8.20
5000 m/z 128.10 38.78%
51
o7 39 6 77 g 102
O”I””P'“P“JP”JM”WMMIMMP'JP”'H“W'JW”J'“”P'”P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13087: Benzene, 1-butynyl-
115 7.60 7.80 8.00 8.20
m/z 127.05 18.54%
130
5000
63
o7 39 Sf ‘ 77 89 102
O.WEEP.APHJPHAl”qﬂhlﬁm“.wp”.ﬁ”quﬂq”:¢””,””“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20

8270-BF083019.M Fri Sep 13 17:23:34 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 4

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

8.33 93.51 ng 2939510 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 90
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 87
3 p-Cvmene 134 C10H14 000099-87-6 87
4 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 80
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 80

Abundance Scan 1061 (8.327 min): BF117002.D (-1055) (-) m/z 119.10 100.00%
119

5000
91
39 51 65 77 ‘ 103 152 8.00 8.20 8.40 8.60
oo S P TPl 185 7 91.00  28.87%

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

Abundance #14811: o-Cymene
119

5000
3 8.00 8.20 8.40 8.60
o1 134 m/z 117.10 17.26%
e L S TR M TIRR11  —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
e RN S R
8.00 8.20 8.40 8.60
5000 m/z 120.10 10.00%
134
91
1 27 4l sl & T 103l
TR e e e e e e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14809: p-Cymene
119 8.00 8.20 8.40 8.60
m/z 115.00 7.92%
5000
91 134
27 4l 51 65 77 103 |
O rr et P e e R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60

8270-BF083019.M Fri Sep 13 17:23:35 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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, 1l-methyl-3-(1-meth... Concentration Rank 5

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

8.39 92.42 ng 2905020 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 87
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 83
3 p-Cvmene 134 C10H14 000099-87-6 81
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 72
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 72

Abundance Scan 1072 (8.392 min): BF117002.D (-1067) (-) m/z 119.10 100.00%
119
5000
91
7 103
39 51 65 | | 152 8.00 8.20 8.40 8.60 8.80
0..,....,....,....-,....,'....',.-.'..,...:-,....-,:-...,.':..1,1.1.'.|!I.-...,..!'.,1.‘.“.‘.,:...,. m/z 120.95 27.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14812: o-Cymene
119
5000
134 8.00 8.20 8.40 8.60 8.80
91 m/z 91.00 25.76%
15 27 I41 51 65 77 103

! L L L im Il "
B R B L e e L s M B RS R R R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119

8.00 8.20 8.40 8.60 8.80
m/z 117.10 17.62%

5000

0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14809: p-Cymene T
8.00 8.20 8.40 8.60 8.80
m/z 136.00 14 .43%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60 8.80

8270-BF083019.M Fri Sep 13 17:23:35 2019

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 3,4-Dimethylcumene Concentration Rank 13

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

9.10 36.38 ng 975145 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 90
2 Benzene. 2.4-dimethvl-1-(l1-methyv... 148 C11H16 004706-89-2 78
3 Benzene. 1.3-dimethvl-5-(l1-methyv... 148 C11H16 004706-90-5 78
4 Benzene. 1.4-dimethvl-2-(1l-methv... 148 C11H16 004132-72-3 78
5 1-methyl-1-indanol 148 C10H120 064666-42-8 72

Abundance Scan 1192 (9.098 min): BF117002.D (-1189) (-) m/z 133.05 100.00%
133
5000
91 105995
39 51 65 77 166 8.80 9.00 9.20 9.40
o 8t 8 L Ll 180 18 05,05 16.77%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22764: 3,4-Dimethylcumene
133
5000
148 8.80 9.00 9.20 9.40
105 m/z 91.00 15.16%
27 4151 g5 77 115
0'|"}?w'"|'J“WT"JW'A”l“"ml”hhl'“"w"'
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133
880 9.00 9.20 9.40
5000 m/z 134.05 12.51%
148
, 15 %7 ﬁ? 51 65 77 %1 105 117
O
mz-> 0 20 40 60 8 100 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133 8.80 9.00 9.20 9.40
m/z 115.00 12.09%
5000
148
S I
r-— 77— L B B
m/z--> 0 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40

8270-BF083019.M Fri Sep 13 17:23:35 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Naphthalene, 1,5-dimethyl- Concentration Rank 16

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

9.52 22.71 ng 608891 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

Abundance Scan 1264 (9.522 min): BF117002.D (-1259) (-) m/z 141.05 100.00%
141 156
67
5000
66 9.20 9.40 9.60 9.80
o m/z 156.05 96 .97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28478: Naphthalene, 1,5-dimethyl-
196
141
5000
9.20 9.40 9.60 9.80
m/z 67.00 77 .40%
63 77 11
ol 15 27 39 o1 89 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28494: Naphthalene, 1,7-dimethyl-
156
9.20 9.40 9.60 9.80
5000 141 m/z 164.00 39.25%
o 3030 51 63 11 g1 10p M° 128 Hw
> T B B o T 85 85 306 11p 13 11 10 150 18 130
Abundance #28476: Naphthalene, 1,4-dimethyl-
156 9.20 9.40 9.60 9.80
141 m/z 100.00 29.43%
5000
115
ol 15 27 30 St 6 17 g 100 | i uw
m/z--> 10 20 30 4'0 50 6|O 70 80 90 100 110 120 130 140 150 160 170 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Phenanthrene, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.84 20.40 ng 640674 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 97
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95

Abundance Scan 1658 (11.839 min): BF117002.D (-1655) (-) m/z 192.05 100.00%

192

5000

165 11.60 11.80 12.00 12.20

94
63 82 115 128139 152
0 39 51 128 204 224 m/z 191.10 58.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-

5000 L e
11.60 11.80 12.00 12.20
o m/z 189.05 29.85%
o 273 5163 & 115127139 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
192
11.60 11.80 12.00 12.20
5000 m/z 193.05 15.69%

165
27 39 51 63 82 96 115127139152 | 176 ‘H

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 190.10 15.44%
5000
83 96
oL 15 27 39 51 63 " 7 115127139152 \ 176 1l .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Phenanthrene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.87 21.09 ng 662179 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 97
3 1H-Cvclopropal I'lphenanthrene.la.... 192 C15H12 000949-41-7 96
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95

Abundance Scan 1663 (11.868 min): BF117002.D (-1661) (-) m/z 192.05 100.00%

192

5000

L.

94 11.60 11.80 12.00 12.20
63 82 119 139151
0f 39 51 107 .?W.%?”“.%?. m/z 191.10 56.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-

5000
11.60 11.80 12.00 12.20

m/z 189.10 27 .98%

94

39 51 63 76 115 139152

0 R o A Ramme
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192
11.60 11.80 12.00 12.20
5000 m/z 193.10 15.76%

165
26 3951 63 82 9 115 139152 | 178 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192 11.60 11.80 12.00 12.20
m/z 190.10 15.03%
5000
165
oL 305163 8 9 115 139152 | 178 li .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Anthracene, 1l-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.95 22.55 ng 708186 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 70
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 70
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 60
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 55
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 55

Abundance Scan 1677 (11.951 min): BF117002.D (-1674) (-) m/z 192_.05 100.00%

192

5000
11.60 11.80 12.00 12.20
115 139152 218
0 2UZ8 236258 m/z 189.10 67.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54739: Anthracene, 1-methyl-
192

5000
11.60 11.80 12.00 12.20

165 m/z 190.10 64 .59%

63 82 9 115 139152

44

(o AR o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54752: Phenanthrene, 1-methyl-
192
R s e e R
11.60 11.80 12.00 12.20
5000 m/z 191.05 63.79%
83 95 165
395163 % | 115 130152 | 177,
e A e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54731: Anthracene, 9-methyl-
192 11.60 11.80 12.00 12.20
m/z 165.05 20.17%
5000
o wm%8AQM mM@mM \Llw
T e e e e e e e e e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091219\
Data File : BF117002.D

Aca On : 12 Sep 2019 19:50

Operator : HP/JU

Sample : K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzo[e]pyrene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.32 20.24 ng 435674 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2250 (15.321 min): BF117002.D (-2245) (-) m/z 252.10 100.00%
252
5000
125 4 174 200 224 278 316333 15.00 15.20 15.40 15.60
o 356 m/z 250.10  30.32%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
282
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 22 .89%
ol 50 74 99, | 146 174 200 224 ,
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104218: Benzo[a]pyrene
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 11.35%
126
039 57 74 100, | 149 174 200 224 ]
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104229: Benz[e]acephenanthrylene R e e
252 15.00 15.20 15.40 15.60
m/z 251.05 10.32%
5000
126
0 63 83100 H 150 174 200 224 )
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091219\
Data File : BF117002.D

Acq On : 12 Sep 2019 19:50

Operator : HP/JU

Sample . K4850-04 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
1,3,5,7-Cycloocta... 5.66 99.1 ng 2184050 1 6.83 440694 20.0
unknown6 .59 6.59 28.4 ng 625810 1 6.83 440694 20.0
Benzene, 1-etheny... 6.67 171.0 ng 3767360 1 6.83 440694 20.0
Benzene, 1-propenyl- 6.70 82.7 ng 1821110 1 6.83 440694 20.0
Indene 7.09 139.3 ng 3068560 1 6.83 440694 20.0
Benzene, (2-methy... 7.45 76.1 ng 1676720 1 6.83 440694 20.0
2,4-Dimethylstyrene 7.49 33.8 ng 1062180 2 8.10 628680 20.0
Benzene, 4-etheny... 7.67 40.6 ng 1276440 2 8.10 628680 20.0
Benzenemethanethi. .. 7.69 71.7 ng 2254640 2 8.10 628680 20.0
1H-Indene, 1l-methyl- 7.86 40.7 ng 1278450 2 8.10 628680 20.0
2-Methylindene 7.91 91.3 ng 2868730 2 8.10 628680 20.0
o-Cymene 8.33 93.5 ng 2939510 2 8.10 628680 20.0
Benzene, 1l-methyl... 8.39 92.4 ng 2905020 2 8.10 628680 20.0
3,4-Dimethylcumene 9.10 36.4 ng 975145 3 9.86 536121 20.0
Naphthalene, 1,5-... 9.52 22.7 ng 608891 3 9.86 536121 20.0
Phenanthrene, 2-m... 11.84 20.4 ng 640674 4 11.34 628080 20.0
Phenanthrene, 1-m... 11.87 21.1 ng 662179 4 11.34 628080 20.0
Anthracene, l1-met... 11.95 22.6 ng 708186 4 11.34 628080 20.0
Benzo[e]pyrene 15.32 20.2 ng 435674 6 15.44 430532 20.0

8270-BF083019.M Fri Sep 13 17:23:38 2019 Page: 24



