LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 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-BF120619 .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 5.063 501 506 517 rVB 394152 486247 3.75% 0.495%
2 5.475 572 576 591 rVB 1403656 1623016 12.50% 1.654%
3 6.116 679 685 698 rBv4 81298 218968 1.69% 0.223%
4 6.492 745 749 761 rBVY 1955684 2141832 16.50% 2.182%
5 6.628 768 772 779 rBVY 2586543 2338332 18.01% 2.382%
6 6.757 791 794 803 rVB2 149423 137292 1.06% 0.140%
7 6.857 808 811 818 rVB 767973 594909 4 _.58% 0.606%
8 7.016 834 838 840 rBVY 2053745 1810769 13.95% 1.845%
9 7.034 840 841 850 rVB 221292 186422 1.44% 0.190%
10 7.116 852 855 861 rvVv 270722 229532 1.77% 0.234%

11 7.422 903 907 910 rBV 1559089 1324334 10.20% 1.349%
12 8.145 1026 1030 1031 rBV 897348 749536 5.77% 0.764%
13 8.169 1031 1034 1037 rVV 3457920 2856296 22.00% 2.910%
14 8.216 1039 1042 1050 rVB 138101 137766 1.06% 0.140%
15 8.498 1087 1090 1100 rBV 508324 533761 4.11% 0.544%

16 8.651 1112 1116 1123 rVB 357363 361483 2.78% 0.368%
17 8.863 1148 1152 1155 rBV 3692962 3009100 23.18% 3.066%
18 8.916 1157 1161 1164 rVV 946708 912038 7.03% 0.929%
19 8.963 1164 1169 1172 rVB 1616790 1485690 11.45% 1.514%
20 9.222 1210 1213 1216 rVB 3305698 2600696 20.04% 2.650%

21 9.322 1227 1230 1241 rVB 1160983 1013092 7.80% 1.032%
22 9.422 1241 1247 1253 rBV 329497 402685 3.10% 0.410%
23 9.486 1253 1258 1263 rBV 375581 525077 4._.05% 0.535%
24 9.563 1266 1271 1273 rBV 604794 677413 5.22% 0.690%
25 9.586 1273 1275 1278 rVV 326871 268890 2.07% 0.274%

26 9.663 1284 1288 1289 rBV 291583 237491 1.83% 0.242%
27 9.681 1289 1291 1295 rVB 207868 198045 1.53% 0.202%
28 9.763 1300 1305 1308 rvv2 170719 151754 1.17% 0.155%
29 9.904 1323 1329 1332 rBV2 969135 1158123 8.92% 1.180%
30 9.945 1332 1336 1339 rVV 5766152 5549076 42.75% 5.654%

31 9.975 1339 1341 1344 rVV 214394 190835 1.47% 0.194%
32 10.063 1351 1356 1361 rBV 249994 256681 1.98% 0.262%
33 10.116 1361 1365 1368 rVV 3668220 3129356 24.11% 3.188%
34 10.145 1368 1370 1379 rVB 104245 129871 1.00% 0.132%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 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-BF120619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.463 1419 1424 1427 rBV 4600476 4166712 32.10% 4.245%

36 10.504 1428 1431 1432 rVV 173047 144948 1.12% 0.148%
37 10.522 1432 1434 1435 rVV 296074 231371 1.78% 0.236%
38 10.539 1435 1437 1440 rVV 457085 459240 3.54% 0.468%
39 10.592 1443 1446 1447 rVV 260106 249813 1.92% 0.255%
40 10.616 1447 1450 1455 rVB 482083 466684 3.60% 0.475%

41 10.698 1460 1464 1468 rVV 1998293 2031771 15.65% 2.070%
42 10.733 1468 1470 1475 rVB2 181841 231531 1.78% 0.236%
43 10.822 1480 1485 1491 rVB5 85511 140542 1.08% 0.143%
44 10.886 1491 1496 1499 rBV 224733 200178 1.54% 0.204%
45 10.963 1499 1509 1510 rBV2 256805 356295 2.74% 0.363%

46 10.986 1510 1513 1515 rVVv2 259612 379701 2.93% 0.387%
47 11.004 1515 1516 1519 rVB2 336333 223442 1.72% 0.228%
48 11.086 1527 1530 1533 rVB2 142292 140125 1.08% 0.143%
49 11.133 1533 1538 1540 rBV3 146665 208756 1.61% 0.213%
50 11.257 1554 1559 1561 rBV2 171042 231568 1.78% 0.236%

51 11.298 1562 1566 1572 rVB 1118307 1030962 7.94% 1.050%
52 11.445 1578 1591 1593 rBV 9250315 12980290 100.00% 13.225%
53 11.480 1593 1597 1600 rVV 2321044 2200341 16.95% 2.242%
54 11.510 1600 1602 1608 rVB 749687 673838 5.19% 0.687%
55 11.633 1616 1623 1630 rBV2 1483260 1603722 12.36% 1.634%

56 11.692 1630 1633 1638 rVV3 202323 208341 1.61% 0.212%
57 11.904 1663 1669 1671 rBV 699707 711274 5.48% 0.725%
58 11.933 1671 1674 1678 rVV 1020333 972748 7.49% 0.991%
59 11.980 1678 1682 1685 rVB 298346 259927 2.00% 0.265%
60 12.022 1685 1689 1696 rVB2 1749051 1996713 15.38% 2.034%

61 12.198 1716 1719 1722 rVV 587084 456283 3.52% 0.465%
62 12.451 1759 1762 1765 rBV 136925 149996 1.16% 0.153%
63 12.551 1775 1779 1782 rBV2 151153 175999 1.36% 0.179%
64 12.633 1787 1793 1796 rBV 6379155 7163362 55.19% 7.298%
65 12.769 1809 1816 1820 rVVv2 271739 322570 2.49% 0.329%

66 12.863 1824 1832 1836 rBV3 4448584 6249937 48.15% 6.368%
67 12.898 1836 1838 1842 rVB2 207637 196533 1.51% 0.200%
68 12.992 1846 1854 1856 rBV 3213713 3312511 25.52% 3.375%
69 13.010 1856 1857 1861 rVB 315459 223154 1.72% 0.227%
70 13.069 1861 1867 1870 rBV2 194416 330374 2.55% 0.337%

71 13.157 1878 1882 1883 rBV2 348887 376420 2.90% 0.384%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 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-BF120619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.180 1883 1886 1889 rVB 732963 651966 5.02% 0.664%
73 13.245 1894 1897 1900 rBV 830898 701566 5.40% 0.715%
74 13.280 1900 1903 1905 rvv3 252231 282221 2.17% 0.288%
75 13.798 1987 1991 1994 rBV 240787 262981 2.03% 0.268%

76 13.827 1994 1996 1998 rVvVv 245737 228804 1.76% 0.233%
77 13.851 1998 2000 2002 rVvVv 239024 244019 1.88% 0.249%
78 13.880 2002 2005 2011 rVB4 319784 480182 3.70% 0.489%
79 14.045 2025 2033 2037 rBV2 1434437 2396520 18.46% 2.442%
80 14.080 2037 2039 2047 rVB 1351196 1086154 8.37% 1.107%

81 14.157 2049 2052 2055 rVvVv 326229 242395 1.87% 0.247%
82 15.104 2208 2213 2216 rBV 497234 731025 5.63% 0.745%
83 15.415 2261 2266 2272 rVB 217480 290997 2.24% 0.296%
84 15.474 2272 2276 2282 rBV 257098 343671 2.65% 0.350%
85 15.545 2282 2288 2292 rBV 602604 862247 6.64% 0.878%

86 17.051 2537 2544 2563 rVB4 67750 263024 2.03% 0.268%

Sum of corrected areas: 98152152
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF121919\

BF118294.D

19 Dec 2019 22:12

Ju

K6325-04

21 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120619._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 3

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

5.06 16.35 ng 486247 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
4 Propanamide. N-ethvl- 101 C5H11NO 005129-72-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF118294.D (-501) (-) m/z 43.00 100.00%
a3
59
5000
101 SN U ——
480 500 520 5.40
83
S A< U O T N m/z 59.10 60.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- ]L
a3
5000 59 480 500 520 540
m/z 101.00 24 _40%
15 31 101
" 51J 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.08%
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4488: Propane, 1-ethoxy-2-methyl- L Eams o
31 59 480 5.00 5.20 5.40
m/z 41.10 8.95%
5000
41
| ‘\so‘w‘ 3 gy 102 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Pyridine, 2,4-dimethyl- Concentration Rank 11

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

6.12 7.36 ng 218968 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2.4-dimethvl- 107 C7HON 000108-47-4 97
2 Pvridine. 2.5-dimethvl- 107 C7HON 000589-93-5 94
3 Pvridine. 3.5-dimethvl- 107 C7HON 000591-22-0 93
4 Pvridine. 3.4-dimethvl- 107 C7HON 000583-58-4 91
5 Pyridine, 2,3-dimethyl- 107 C7HON 000583-61-9 90

Abundance Scan 686 (6.122 min): BF118294.D (-679) (-) o m/z 107.05 100.00%
107
5000
39 ”I"”I"'W"'W"'A
| 51 | |‘ 5.80 6.00 6.20 6.40
S TS| TR 7 ..”,.”.,”..“..h..” m/z 105.95 57.51%
m/z--> 10 20 30 40 50 60 70 100 110
Abundance #5202: Pyridine, 2,4- dlmethyl—
107
5000 R ARERARANAREE R A
79 5.80 6.00 6.20 6.40
39 51 65 ‘ 92 m/z 79.00 33.97%
27
BN Y TSSO TR il 7?hl.”.,L..“..w..”
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5197: Pyridine, 2,5-dimethyl-
107
5.80 6.00 6.20 6.40
5000 m/z 92.00 20.89%
79
S 8 0 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5199: Pyridine, 3,5-dimethyl-
107 5.80 6.00 6.20 6.40
m/z 77.00 20.83%
5000
79
39 92
27 51 65
e prrrr prerte Bl 59l 73N 85 L
m/z--> 0 20 30 40 50 60 70 8 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 1

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

6.63 78.61 ng 2338330 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 1-Methvilpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF118294.D (-768) (-) m/z 132.00 100.00%
32
5000 o8
0 458 o || 75 % o4 620 640 6.60 6.80 7.00
e AL SL D 85 | W mstt L /7 68.10  36.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er SREENRARE SRR B N
o7 6.20 6.40 6.60 6.80 7.00
117 m/z 134.00 32.60%
79
,I”,,I,3,4”|i‘,|,”i.,|,.”69,.,|:,||,,.,.I|I.,”§?”lhl}95,|, ,,I,.I1,2f}, TN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 L
117 620 640 6.60 6.80 7.00
5000 m/z 66.00 24 .42%
39 91
51
27 S 77 105
.,..Jw...ﬂf“..Hn.?ﬁ.w..“..w,?ﬂ.qk.?ﬁ....“.l:,???"M..“.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e REAME R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.55%
5000
104
51 78
'I"'W"'?ﬁ""N”"I'Nl'l"NH""?%"'P"'I'}}z""l T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 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\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Pyridine, 2,3,6-trimethyl- Concentration Rank 17

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

6.76 4.62 ng 137292 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2.3.6-trimethvl- 121 C8H11N 001462-84-6 83
2 Pvridine. 2.4.6-trimethvl- 121 C8H11N 000108-75-8 70
3 Benzenamine. 3.4-dimethvl- 121 C8H11N 000095-64-7 64
4 Pvridine. 2.3.5-trimethvl- 121 C8H11N 000695-98-7 60
5 1,2-Dimethyl-5-vinylpyrrole 121 C8H11N 075275-61-5 59

Abundance Scan 794 (6.757 min): BF118294.D (-791) (-) m/z 121.10 100.00%
pul
5000 79
106
3|9 51 | g2 | 15 6.40 6.60 6.80 7.00
g ettt et el A2 | m/z 120.00  74.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9615: Pyridine, 2,3,6-trimethyl-
121
5000
29 6.40 6.60 6.80 7.00
m/z 79.00 45_97%
39 53 106
'W'”W'”'P“Jﬂ'“rm“lﬁ§W“J”'”'f3'P'”P'“I””I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9595: Pyridine, 2,4,6-trimethyl-
121
6.40 6.60 6.80 7.00
5000 m/z 106.10 26 .23%
7 106
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9619: Benzenamine, 3,4-dimethyl-
121 6.40 6.60 6.80 7.00
m/z 77.00 24 _.80%
106
5000
77
1528 % sieses %L
mz-> 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\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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, 1-propynyl- Concentration Rank 10

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

7.12 7.72 ng 229532 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 97
2 Benzene. 1-propvnvl- 116 C9H8 000673-32-5 95
3 3-Methvlphenvlacetvlene 116 C9HS8 000766-82-5 94
4 Benzene. l-ethvnvl-4-methvl- 116 C9HS8 000766-97-2 91
5 2-Methylphenylacetylene 116 C9HS8 000766-47-2 91

Abundance Scan 856 (7.122 min): BF118294.D (-852) (-) m/z 114.95 100.00%
115
5000
0 s 8 g 8| 6.80 7.00 7.20 7.40
SN YW AN PO N O | T2 m/z 116.00  89.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8408: Indene
116
5000
6.80 7.00 7.20 7.40
63 m/z 89.00 12 .50%
27 % st T e P e 100,
mz-> 10 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 10.01%
27 39 51 68 74 89 g9 o9 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: 3-Methylphenylacetylene
115 6.80 7.00 7.20 7.40
m/z 117.00 8.00%
5000
63 89
15 27 ¥ S0 7 7 7 101 | \
mz-> 10 20 30 40 50 60 70 80 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\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Isoquinoline Concentration Rank 4

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

8.50 14.24 ng 533761 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoauinoline 129 C9H7N 000119-65-3 97
2 Quinoline 129 C9H7N 000091-22-5 97
3 2.4-Dicvanopvridine 129 C7H3N3 029181-50-8 87
4 2-Propenenitrile. 3-phenvl-., (E)- 129 C9H7N 001885-38-7 86
5 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 83

Abundance Scan 1090 (8.498 min): BF118294.D (-1087) (-) m/z 129.00 100.00%
129
5000
102
51 76 8.20 8.40 8.60 8.80
39 63
...,....,....,....',....||:...,.-.'..,.!'!-:,..5.‘.7,....,'.'..-.,....1,2.1..II.l.?‘?,... m/z 102.00 27.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13074: Isoquinoline
129
5000
102 8.20 8.40 8.60 8.80
51 m/z 128.00 20.80%
2730 63 10 89
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13072: Quinoline
129
820 8.40 860 880
5000 m/z 51.00 10.63%
102
51
27 39 6 B g |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13014: 2,4-Dicyanopyridine
129 8.20 8.40 8.60 8.80
m/z 76.00 10.60%
5000 51 102
75
26 38 89
'“}%“l“wﬁ'“m'“”““”ﬁ%“l”hﬁ'““'“'ﬂ“”l““|“'4'“'VH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Quinoline Concentration Rank 6

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

8.65 9.65 ng 361483 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline 129 C9H7N 000091-22-5 97
2 Isoquinoline 129 C9H7N 000119-65-3 95
3 Benzeneacetonitrile. .alpha.-met... 129 C9H7N 000495-10-3 91
4 2-Propenenitrile. 3-phenvl-., (E)- 129 C9H7N 001885-38-7 90
5 Quinoline-8-carboxylic acid 173 C10OH7NO2 000086-59-9 64

Abundance Scan 1116 (8.651 min): BF118294.D (-1112) (-) m/z 129.00 100.00%
129
5000
102
51 76 ‘ 8.40 8.60 8.80 9.00
63
0 ,....,....,...3.?....|'....,:'...,.!'!-:,..f.‘?,....,'.'...,..1.1.7,...II....,.1.‘.“?,.. m/z 102.00 30.47%
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13072: Quinoline
129
5000
8.40 8.60 8.80 9.00
o 102 m/z 128.00 19.47%
27 3 6 [0 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13076: Isoquinoline
129
840 8.60 8.80 9.00
5000 m/z 130.00 10.35%
102
51
76
I""I'?ﬁI"'??'"'H“"I??"I'Mwl"'g?""ﬂt"l""l""l”"I""I”
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13081: Benzeneacetonitrile, .alpha.-methylene- e ARSN mmamsme
129 8.40 8.60 8.80 9.00
m/z 51.00 9.96%
5000
102
51
18 28 % | 68 T g9
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Naphthalene, l-ethyl- Concentration Rank 12

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

9.42 6.95 ng 402685 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-ethvl- 156 C12H12 001127-76-0 96
2 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 95
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 90
4 2-Thiophenecarboxvlic acid. 5-et... 156 C7H802S 023229-72-3 64
5 5-Acetyl-2-amino-4-methylthiazole 156 C6H8N20S 030748-47-1 53

Abundance Scan 1247 (9.422 min): BF118294.D (-1241) (-) m/z 141.10 100.00%
141
5000 156
115
128 9.00 9.20 9.40 9.60 9.80

51 63 76
..,....,....,..f??....,....,....,~..':-.,...E.‘,g....lf.’?..,..|..,..:-!,....',!...,!'.-.'.,...., m/z 156.10 46.05%

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

Abundance #28467: Naphthalene, 1-ethyl-
141
156
5000
9.00 9.20 9.40 9.60 9.80
115 m/z 115.00 21.48%
15 27 39 51 63 77 g9 102 | 128 o
R RN RN Lo L e L e e RARANRRIENRRARLERARA T e s sy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28463: Naphthalene, 2-ethyl-
141 J
156 9.00 9.20 9.40 9.60 9.80
5000 m/z 141.95 11.89%
76 115
15 27 39 51 6\3 N 89 102 1%8 ‘ 1l
LR R R RNt L E s S s e e RARANRRIENRAARIEEARA A a s sy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28479: Naphthalene, 1,3-dimethyl- R e A Eammr )
141 156 9.00 9.20 9.40 9.60 9.80
m/z 128.00 10.45%
5000
76 15 128
S . O ... W Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Naphthalene, 1,6-dimethyl- Concentration Rank 7

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

9.49 9.07 ng 525077 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1259 (9.492 min): BF118294.D (-1253) (-) m/z 156.05 100.00%
146
141

5000

115 128 9.20 9.40 9.60 9.80

m/z 141_00 71.98%

39 51 63 77 g9 102
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #28501: Naphthalene, 1,6-dimethyl-
156
141
5000
9.20 9.40 9.60 9.80
m/z 155.10 36.48%
115 128
28 49 69 85 98 UL Jh
T T I T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28479: Naphthalene, 1,3-dimethyl-
141 156
9.20 9.40 9.60 9.80
5000 m/z 128.00 15.51%
115
51 63 76 128
27 39 | Iy Jl 89 102 I ‘ Al

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

Abundance #28488: Naphthalene, 2,6-dimethyl-
141 156 9.20 9.40 9.60 9.80
m/z 115.00 13.97%
5000
115
g 51 8 89 102 ‘ o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Naphthalene, 1,4-dimethyl- Concentration Rank 5

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

9.56 11.70 ng 677413 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 95
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 95
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 95
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 1271 (9.563 min): BF118294.D (-1266) (-) m/z 156.05 100.00%
141 1%6

5000

9.20 9.40 9.60 9.80
m/z 141.10 84.11%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28477: Naphthalene, 1,6-dimethyl-

1%6

141

5000
9.20 9.40 9.60 9.80

m/z 157 .05 40.26%

77 5
15 27 39 51 64 0 g9 qgp 128 L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28497: Naphthalene, 1,4-dimethyl-

141 1%6

9.20 9.40 9.60 9.80
5000 m/z 155.10 26.90%

115
63 77 128
39 S O3 ' 8 102 | S [

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

Abundance #28486: Naphthalene, 2,3-dimethyl-

156 9.20 9.40 9.60 9.80

141 m/z 115.00 22 .76%
5000
115
1827 39 51 63 76 g9 1gp | 128 | &
T T T e e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 1-Isopropenylnaphthalene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.06 4.43 ng 256681 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenvlnaphthalene 168 C13H12 001855-47-6 87
2 Benzene. I1-(2.4-cvclopentadien-... 168 C13H12 002320-32-3 72
3 Thienol2.3-blthiophene. 2-ethvl- 168 C8H8S2 005912-01-6 53
4 Benzene. 2-chloro-1-methvl-4-(1-... 168 C10H13ClI 004395-79-3 53
5 Ethanone, 1-(2,4,6-trihydroxyphe... 168 C8H804 000480-66-0 52

Abundance Scan 1356 (10.063 min): BF118294.D (-1351) (-) m/z 153.05 100.00%

1

5000

A,
LA L I L L L B L

9.80 10.00 10.20 10.40
m/z 152.05  37.59%

39 50 63 76 g7 gg 115 126 139
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #36895: 1-lsopropenylnaphthalene
153
168
5000 llllllllllllllllllllll
9.80 10.00 10.20 10.40
m/z 168.10 36.38%
105 115 126 139
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36911: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl]-
183 jeg -
e
9.80 10.00 10.20 10.40
5000 m/z 154.10 12.73%
104 114 141
Y S Nt i O |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #37274: Thieno[2,3-b]thiophene, 2-ethyl- e e B ERaa
153 9.80 10.00 10.20 10.40
m/z 165.00 12.46%
5000 168
45 69
2730 | 58 | [ g5 1090z By, |||
R B A o e A S e R e R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9. 80 10 00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 1,1"-Biphenyl, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.54 7.93 ng 459240 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 80
2 Fluorene. 2.4a-dihvdro- 168 C13H12 059247-36-8 50
3 9H-Fluorene. 9-methvl- 180 C14H12 002523-37-7 46
4 Diphenylmethane 168 C13H12 000101-81-5 46
5 Fluorene, 1,4-dihydro- 168 C13H12 041593-21-9 43

Abundance Scan 1437 (10.539 min): BF118294.D (-1435) (-) m/z 167.10 100.00%

1

5000

10.20 10.40 10.60 10.80
m/z 165.10  88.84%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #36898: 1,1-Biphenyl, 2-methyl-
168
5000
153 10.20 10.40 10.60 10.80
m/z 168.10 71.46Y%
39 51 63 83 115 128 141 0
75 2 102
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #36894: Fluorene, 2,4a-dihydro-
165
10.20 10.40 10.60 10.80
5000 m/z 180.05 29.98%
82 153
115 139
S G i B
e e e e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #45775: 9H-Fluorene, 9-methyl- T ERREEE R RS S
165 10.20 10.40 10.60 10.80
m/z 166.10 17.74%
180
5000
4 51 63 7P J 115 196 139 152 | |
.Puq””p”qunpnq””.”.”u.”.””.uq”u.”qunpuqu”. R REam e AR mama
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Diphenylmethane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.59 4_.31 ng 249813 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenvlmethane 168 C13H12 000101-81-5 83
2 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 74
3 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 72
4 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 64
5 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 62
Abundance Scan 1446 (10.592 min): BF118294.D (-1443) (-) m/z 168.10 100.00%
5000
83 115 10.20 10.40 10.60 10.80 11.00
63 128
e 2 P e, 102 2E m/z 167.05 91.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36892: Diphenylmethane
5000

10.20 10.40 10.60 10.80 11.00
g1 m/z 165.00 35.76%
18 28 39 51 §5 82 | 102 115 128 139

m/z--> 20 40 60 80 100 120 140 160
Abundance #36907: 1,1-Biphenyl, 2-methyl-
168
R e R
10.20 10.40 10.60 10.80 11.00
5000 m/z 152.00 20.14%
153
115
L m R R 8w g P |
m/z--> 20 40 60 80 100 120 140 160
Abundance #36897: 1,1-Biphenyl, 4-methyl-
168 10.20 10.40 10.60 10.80 11.00
m/z 169.05 15.71%
5000
152
115
Lz Mme e | )

1
m/z--> 20 40 60 80 100 120 140 160 10.20 10. 40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2,4,6-Cycloheptatrien-1-one... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.62 8.06 ng 466684 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Cvcloheptatrien-1-one. 2-p... 182 C13H100 014562-09-5 83
2 I1.1"-Biphenvl'l-4-carboxaldehvde 182 C13H100 003218-36-8 83
3 9H-Fluoren-9-ol 182 C13H100 001689-64-1 78
4 Norharmane. N-methvl- 182 C12H10N2 1000374-78-6 64
5 Dibenzofuran, 4-methyl- 182 C13H100 007320-53-8 58
Abundance Scan 1451 (10.622 min): BF118294.D (-1447) (-) m/z 181.00 100.00%
141
5000

152 10.40 10.60 10.80 11.00
51 63 76 91 105 118 132142 169 : : : '
SN - N N % Pt N B B m/z 182.05 97.57%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47259: 2,4,6-Cycloheptatrien-1-one, 2-phenyl-
181
5000
154 10.40 10.60 10.80 11.00
76 m/z 183.10 12.58%
27 39 51 63 91 102 115 127 139 165
---|----|----|---!|----|----|----|-- '-|----||'|'|'v—v—v—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47258: [1,1'-Biphenyl]-4-carboxaldehyde
182
152 10.40 10.60 10.80 11.00
5000 m/z 152 .05 10.97%
76
T L o e o B B B I SAEIN Bin wa  o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47247: 9H-Fluoren-9-ol
181 10.40 10.60 10.80 11.00
m/z 151.00 6.93%
5000
152
165
18 39 51 63 76 90101 115126 139 | | |
I L L B o e B o e e i B e e LJN BLAan i o o
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 11H-Benzo[b]fluorene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.18 5.44 ng 651966 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 95
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 83
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
Abundance Scan 1886 (13.180 min): BF118294.D (-1883) (-) m/z 216.10 100.00%
216
5000
6 50 63 81 % 107 21 137150 163 176189 »s 12.80 13.00 13.20 13.40
> 1ol 137 1 a m/z 215.10 77.87%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene
216
5000

12.80 13.00 13.20 13.40
m/z 213.10 20.52%

107
28 50 63 81 94" 122 130151163176189 ||
SN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74421: 11H-Benzo[a]fluorene

216

12.80 13.00 13.20 13.40
5000 m/z 217.10 16.78%
108

50 63 81 ?F 122 137150163176 ?g ‘

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

Abundance #74416: Pyrene, 1-methyl-
216 12.80 13.00 13.20 13.40
m/z 107 .50 13.45%
5000
9 108

2739516375 P | 122 137150163175 \ %501 I

R e e e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 11H-Benzo[a]fluorene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.25 5.85 ng 701566 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 92
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 74
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 70
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62
Abundance Scan 1898 (13.251 min): BF118294.D (-1894) (-) m/z 216.10 100.00%
216
5000
94 107 189 13.00 13.20 13.40 13.60
ol 39 51 63 75 122 137150163176~ 203 236 m/z 215.10 92 .42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene
216
5000

13.00 13.20 13.40 13.60
m/z 213.05  21.53%

107
28 50 63 81 9| 127 130151163176189 ||
S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74419: 11H-Benzo[a]fluorene
216
13.00 13.20 13.40 13.60
5000 m/z 217.05 16.68%
107
14 27 44 63 81 % 7| 122 139151163176 189
T T T T T e T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74412: Pyrene, 1-methyl-
216 13.00 13.20 13.40 13.60
m/z 107 .50 9.33%
5000
% 108 189
27 50 63 81 “ 122 137150163175 | 201 |
.”,.”.,”.w..”,.”.,”....”,.”. R R ERREREEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 Heptadecyl heptafluorobutyrate Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.88 4.01 ng 480182 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 90
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
5 1-Heptacosanol 396 C27H560 002004-39-9 81

Abundance Scan 2005 (13.880 min): BF118294.D (-2002) (-) m/z 57.05 100.00%
a7 234
5000
13,60 13.80 14.00 14.20
iy m/z 43.05 98.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 SR AR SUNILE SR B
13.60 13.80 14.00 14.20
m/z 83.05 91.83%
29 139 169 19 238 o,
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecy! ester
a7
8 SRR NN U SRR
13.60 13.80 14.00 14.20
5000 111 m/z 55.00 90.02%
29 169
| ’. Lvo | 1% om 302
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester B B R It
57 13.60 13.80 14.00 14.20
83 m/z 234.00 84 .82%
5000 111
29 169
LA ‘klhl?g. |, 20 285 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118294.D

Aca On : 19 Dec 2019 22:12

Operator :© JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 20 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.42 6.75 ng 290997 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 98
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2267 (15.421 min): BF118294.D (-2261) (-) m/z 252.10 100.00%
252
5000
2 73er 11| 17 174 200 224 278 1520 15.40 15.60 15.80
m/z 250.10 31.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
125 m/z 253.10 22 .94%
39 63 83 111 146 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
252
15.20 15.40 15.60 15.80
5000 m/z 251.10 11.36%
126
g7 12| 200 224 I
m/z--> 20 40 60 80 100 150 140 160 180 200 250 240 260 280
Abundance #104214: Perylene
252 15.20 15.40 15.60 15.80
m/z 125.00 11.33%
5000
125
17 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121919\
Data File : BF118294.D

Acq On : 19 Dec 2019 22:12

Operator : JU

Sample : K6325-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 5.06 16.4 ng 486247 1 6.86 594909 20.0
Pyridine, 2,4-dim... 6.12 7.4 ng 218968 1 6.86 594909 20.0
unknown6.63 6.63 78.6 ng 2338330 1 6.86 594909 20.0
Pyridine, 2,3,6-t. .. 6.76 4.6 ng 137292 1 6.86 594909 20.0
Benzene, 1-propynyl- 7.12 7.7 ng 229532 1 6.86 594909 20.0
Isoquinoline 8.50 14.2 ng 533761 2 8.15 749536 20.0
Quinoline 8.65 9.7 ng 361483 2 8.15 749536 20.0
Naphthalene, 1-et... 9.42 7.0 ng 402685 3 9.90 1158120 20.0
Naphthalene, 1,6-... 9.49 9.1 ng 525077 3 9.90 1158120 20.0
Naphthalene, 1,4-_.. 9.56 11.7 ng 677413 3 9.90 1158120 20.0
1-Isopropenylnaph... 10.06 4.4 ng 256681 3 9.90 1158120 20.0
1,1"-Biphenyl, 2-_... 10.54 7.9 ng 459240 3 9.90 1158120 20.0
Diphenylmethane 10.59 4.3 ng 249813 3 9.90 1158120 20.0
2,4,6-Cycloheptat... 10.62 8.1 ng 466684 3 9.90 1158120 20.0
11H-Benzo[b]fluorene 13.18 5.4 ng 651966 5 14.05 2396520 20.0
11H-Benzo[a]fluorene 13.25 5.8 ng 701566 5 14.05 2396520 20.0
Heptadecyl heptaf... 13.88 4.0 ng 480182 5 14.05 2396520 20.0
Benzo[e]pyrene 15.42 6.8 ng 290997 6 15.54 862247 20.0
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