LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113464.D
Acq On > 1 Apr 2019 14:07 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 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-BF032519_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 height area % max. total
1 3.663 259 268 275 rBV 2822373 4676264 16.63% 2.408%
2 5.175 518 525 528 rBV 5378567 6593768 23.45% 3.395%
3 5.304 544 547 549 rVB 4863338 4865664 17.31% 2.506%
4 5.334 549 552 555 rVVv 527177 518996 1.85% 0.267%
5 5.551 583 589 592 rBVY 5571705 6181031 21.99% 3.183%
6 5.869 639 643 650 rBY 523205 471328 1.68% 0.243%
7 5.945 650 656 666 rvv2 163472 413249 1.47% 0.213%
8 6.234 701 705 707 rVV 1247329 1136907 4._04% 0.585%
9 6.263 707 710 714 rVB 781742 638636 2.27% 0.329%
10 6.310 714 718 723 rVB 1355112 1169806 4.16% 0.602%

11 6.369 723 728 730 rBV3 547450 781031 2.78% 0.402%
12 6.392 730 732 735 rVV 560889 495916 1.76% 0.255%
13 6.487 744 748 753 rBV2 1409973 1770606 6.30% 0.912%
14 6.575 753 763 766 rVB2 6665283 12599890 44.82% 6.488%
15 6.710 782 786 789 rBV 821715 758036 2.70% 0.390%

16 6.769 793 796 798 rBV 1109375 899289 3.20% 0.463%
17 6.869 809 813 814 rVV 1648266 1897662 6.75% 0.977%
18 6.898 814 818 821 rVB 6935448 7751471 27.57% 3.992%
19 6.969 826 830 838 rBV 4104499 4304890 15.31% 2.217%
20 7.134 852 858 864 rBVv3 609445 1026772 3.65% 0.529%

21 7.275 878 882 885 rvB2 1811700 1864266 6.63% 0.960%
22 7.357 892 896 899 rBV 1740229 1443496 5.13% 0.743%
23 7.416 899 906 908 rvVv 3468988 4380113 15.58% 2.255%
24 7.439 908 910 914 rVvV 1070482 840967 2.99% 0.433%
25 7.669 943 949 956 rvv2 1819378 2873570 10.22% 1.480%

26 7.734 956 960 965 rvv3 986719 1404411 5.00% 0.723%
27 7.787 965 969 970 rvv2 668659 899135 3.20% 0.463%
28 7.804 970 972 980 rVV 1495385 1583054 5.63% 0.815%
29 7.869 980 983 986 rVB 346912 318230 1.13% 0.164%
30 7.969 998 1000 1002 rvVv 375130 372047 1.32% 0.192%

31 8.057 1002 1015 1017 rVV2 8366089 28113965 100.00% 14.477%
32 8.081 1017 1019 1022 rVV 5326713 4992059 17.76% 2.571%
33 8.157 1028 1032 1036 rvv2 502585 715374 2.54% 0.368%
34 8.234 1041 1045 1048 rVvVv 793539 1069361 3.80% 0.551%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113464.D
Acq On > 1 Apr 2019 14:07 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.263 1048 1050 1057 rVvB3 684806 807816 2.87% 0.416%

36 8.357 1062 1066 1074 rVB 1198809 1320637 4._.70% 0.680%
37 8.434 1074 1079 1081 rBV2 542698 636979 2.27% 0.328%
38 8.457 1081 1083 1086 rvVv 762738 662372 2.36% 0.341%
39 8.504 1089 1091 1097 rvB2 330080 445916 1.59% 0.230%
40 8.586 1097 1105 1108 rBV2 1201258 1561642 5.55% 0.804%

41 8.657 1113 1117 1120 rBV3 394244 501408 1.78% 0.258%
42 8.704 1120 1125 1128 rVV 3113149 2774818 9.87% 1.429%
43 8.769 1128 1136 1138 rVV4 477894 1056846 3.76% 0.544%
44 8.804 1138 1142 1145 rVB 4095154 3843747 13.67% 1.979%
45 8.851 1146 1150 1152 rBV 358285 371430 1.32% 0.191%

46 8.875 1152 1154 1163 rVB3 391468 625538 2.23% 0.322%
47 8.975 1168 1171 1173 rBV2 326368 290854 1.03% 0.150%
48 9.063 1181 1186 1189 rVB 3374815 2919392 10.38% 1.503%
49 9.128 1192 1197 1199 rBV5 224826 328224 1.17% 0.169%
50 9.163 1199 1203 1209 rVB3 1350788 1709684 6.08% 0.880%

51 9.322 1224 1230 1234 rVV5 598253 1443013 5.13% 0.743%
52 9.357 1234 1236 1238 rVV 489609 466120 1.66% 0.240%
53 9.398 1241 1243 1246 rVV2 697137 811726 2.89% 0.418%
54 9.428 1246 1248 1251 rVV 491631 412156 1.47% 0.212%
55 9.486 1256 1258 1261 rVvV3 329089 332155 1.18% 0.171%

56 9.516 1261 1263 1268 rVV 412265 470166 1.67% 0.242%
57 9.592 1271 1276 1281 rVB3 568616 760422 2.70% 0.392%
58 9.669 1287 1289 1293 rVvv2 258229 293185 1.04% 0.151%
59 9.739 1293 1301 1304 rVvV3 1537251 2000682 7.12% 1.030%
60 9.769 1304 1306 1309 rVV 2469242 2285329 8.13% 1.177%

61 9.810 1309 1313 1316 rVV 1279099 1190758 4.24% 0.613%
62 9.839 1316 1318 1322 rVV 563693 527836 1.88% 0.272%
63 9.892 1325 1327 1332 rVV 1064453 1141731 4._.06% 0.588%
64 9.945 1332 1336 1341 rVvVv2 1500755 1862067 6.62% 0.959%
65 10.028 1345 1350 1354 rBV3 191617 375667 1.34% 0.193%

66 10.145 1367 1370 1376 rVV2 560189 584472 2.08% 0.301%
67 10.216 1376 1382 1386 rVV2 279413 465437 1.66% 0.240%
68 10.280 1390 1393 1400 rVV 1303066 1320416 4._.70% 0.680%
69 10.369 1403 1408 1411 rVV 1119820 1592000 5.66% 0.820%
70 10.416 1411 1416 1419 rVV3 810796 1313993 4.67% 0.677%

71 10.469 1422 1425 1428 rVV 516479 521275 1.85% 0.268%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113464.D
Acq On > 1 Apr 2019 14:07 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519._M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 10.498 1428 1430 1432 rVV 541570 551955 1.96% 0.284%
73 10.528 1432 1435 1444 rVB2 1631148 1909209 6.79% 0.983%
74 10.680 1452 1461 1464 rBV2 758076 1256565 4._.47% 0.647%
75 10.775 1474 1477 1481 rVVv2 587405 637132 2.27% 0.328%

76 10.833 1481 1487 1490 rVV2 1866605 3045842 10.83% 1.568%
77 10.863 1490 1492 1496 rVB2 931878 919819 3.27% 0.474%
78 11.022 1512 1519 1521 rBV2 499051 747859 2.66% 0.385%
79 11.104 1531 1533 1538 rVB 436882 487975 1.74% 0.251%
80 11.180 1540 1546 1547 rBV2 600354 738297 2.63% 0.380%

81 11.210 1547 1551 1554 rVV3 3426634 4497666 16.00% 2.316%
82 11.239 1554 1556 1559 rVV 1187151 1013659 3.61% 0.522%
83 11.269 1559 1561 1566 rVV3 348206 412857 1.47% 0.213%
84 11.451 1588 1592 1597 rBV2 1260990 1759088 6.26% 0.906%
85 11.522 1600 1604 1606 rBV2 373636 522501 1.86% 0.269%

86 11.551 1607 1609 1614 rVB3 640975 891491 3.17% 0.459%
87 11.604 1615 1618 1621 rBV2 454664 476619 1.70% 0.245%
88 11.751 1641 1643 1644 rBV 394591 328194 1.17% 0.169%
89 11.804 1644 1652 1655 rVV2 2695279 5283650 18.79% 2.721%
90 11.957 1675 1678 1681 rBV 816573 927546 3.30% 0.478%

91 12.569 1773 1782 1794 rVB 4777590 9454073 33.63% 4 _.868%
92 12.798 1817 1821 1825 rVB 2927503 2841497 10.11% 1.463%
93 12.980 1849 1852 1855 rVB 468663 432531 1.54% 0.223%
94 13.851 1996 2000 2006 rVB 1054233 1058073 3.76% 0.545%
95 14.315 2076 2079 2085 rVB 328124 332786 1.18% 0.171%

96 14.610 2125 2129 2135 rVB 554545 513341 1.83% 0.264%
97 14.921 2177 2182 2188 rBV 613406 672308 2.39% 0.346%
98 15.257 2233 2239 2251 rBV2 978217 1793908 6.38% 0.924%
99 15.668 2304 2309 2316 rVB 375999 535573 1.91% 0.276%
100 16.127 2381 2387 2394 rVB 176281 307160 1.09% 0.158%

Sum of corrected areas: 194198343
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF040119\

BF113464.D
1 Apr 2019 14:07
JussJ
K2115-03
7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

QONWPS-MW26S-GW

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF113464.D
8000000
657 690
6000000
517 5.55
5.30
4000000
3.66
2000000
6.53316.49
R.33 5.87
LL L A595
ok e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF113464.D
8000000 06
6000000
.08 12.57
11.80
880 11.21
4000000 -
8.7( 9.06 11.96 12.80
9.77 \
| 10.83 1)
2000000 9.4 9 95 10.53 1] 241145
7.80 ! 1
! 8.35?4359 9.16 10@37 " o [ b P%o
Jro_ | g B2 ls i } 6 ‘1nm' 71 ki 12.98
078 1P -;%n--'ﬁ 55 i L
. i me .u ﬂm l‘Lu 'WL 1 WAL /
e e e SO e T S S e e T S B —
Time--> 8.00 8.50 '9.00 9.50 10,00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113464.D
8000000
6000000
4000000
2000000
13.85 15.26
m&iﬁmlmz A 1567 161a
e B e e e e e
Time—>  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 1750 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Cycloheptatriene Concentration Rank 7

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

3.66 123.38 ng 4676260 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1,3,5-Cycloheptatriene 92 C7HS8 000544-25-2 90
3 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 78
4 Molybdenum, di-.mu.-chlorobis[(1... 532 C20H26CI12Mo02 035625-66-2 72
5 2,5-Norbornadiene 92 C7HS8 000121-46-0 64

Abundance Scan 267 (3.657 min): BF113464.D (-259) (-) m/z 91.00 100.00%
o
5000
39, 5 65 340 360 380 4.00
45
Ol pererrethperrae O 74 79 88 L m/z 92.00 58.87%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2455: Toluene
91
5000 U I R R
340 3.60 3.80 4.00
- m/z 65.00 12.09%
o 27 P a5 51 7 1 86 ||,
mz> 10 20 30 40 50 60 70 80 90 100
Abundance
91
340 360 3.80 4.00
5000 m/z 39.00 10.65%
39 65
o 15 27 45 51 4o 77 86
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #2475: Cyclobutene, 2-propenylidene- e e S  BRA
o 340 3.60 3.80 4.00
m/z 63.00 8.00%
5000
39 65
27 | 45 51 ‘ 77 86
O S S S SIS SN SN UL UL W U I R R
m/z--> 10 20 30 40 50 60 70 8 90 100 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,3-dimethyl- Concentration Rank 5

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

5.17 173.97 ng 6593770 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 94
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 68
3 o-Xylene 106 C8H10 000095-47-6 64
4 p-Xylene 106 C8H10 000106-42-3 59
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 59

Abundance Scan 524 (5.169 min): BF113464.D (-518) (-) m/z 91.00 100.00%
g1
5000
106
;9 5L 65 7| 480 500 520 540 560
) RS NSO 1. S . R m/z 106.00  33.97%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5086: Ethylbenzene
91
5000 A R R UL
106 4.80 500 5.20 5.40 5.60
m/z 50.95 11.25%
o7 39 91 e 77
1 15 ! ‘ [l | L
S R R LA R RS RS RARRS RARAS RLARS RS RRRRS BAR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
91
4.80 500 5.20 5.40 5.60
5000 106 m/z 65.00 10.26%
39 51 77
o 27 sg & 84 | 98
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5083: 0-Xylene
91 4.80 500 5.20 5.40 5.60
m/z 77.00 9.21%
5000 106
39 51 77
0 "'l""l""l"%Tl""|""|M"§?”ﬁé'|"JM|?ﬂ'|l"q%'“L“l"' A A R UL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

Sample : K2115-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3-Cyclopentadiene, 5-(1-m... Concentration Rank 6

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

5.55 163.08 ng 6181030 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 87

Abundance Scan 589 (5.551 min): BF113464.D (-583) (-) m/z 90.95 100.00%
q1
5000 106
39 51 e 77 520 540 560 580
o..,....,....,....,.f‘?.;':~...,.'...,....,.5.“‘?.~,!..9.8,.':|.-.,... m/z 105.95 47.53%
m/z--> 10 20 30 40 50 60 70 90 100 110
Abundance #5081: p-Xylene
9
5000 106 AR L IR L
520 540 5.60 5.80
0
. 39 51 . 77 ‘ m/z 104 .95 20.31%
SN M .- -1 NSO 1 -0 .. | R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91
520 540 5.60 5.80
5000 106 m/z 77.00 12 _.80%
39 51 77
0"|""|"?7'|""|"'1§'|"§7'|"''|""|'E';$'|"'9'8|""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5100: Benzene, 1,3-dimethyl-
<l 520 540 5.60 5.80
m/z 50.95 10.69%
106
5000
51 7
0 15 27 3\9 45 i ‘\6\5 ‘H 85‘ | 98 !
m/z--> 10 20 30 40 50 60 70 8 90 100 110 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

Sample : K2115-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.49 Concentration Rank 16

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

6.49 46.72 ng 1770610 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 N-(-phenylisopropyl)benzaldimine 223 C16H17N 1000379-01-3 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.492 min): BF113464.D (-744) (-) m/z 131.95 100.00%
132
5000 68
121 I | U
40 54 79 96 o 6.20 6.40 6.60 6.80
o} o o I B m/z 68.00 37.27%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propiony!
57 k
74
5000 og 6
6.20 6.40 6.60 6.80
m/z 134.00 33.71%
0 | TSN .fMM.‘ﬁ,..“u S R }??II.I —
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.20 6.40 6.60 6.80
5000 m/z 121.00 23.63%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #80319: N-(-phenylisopropyl)benzaldimine
132 6.20 6.40 6.60 6.80
m/z 66.00 23.50%
5000
105
91
39 51 65 77 | | 117 | 145 165 180 208 222 A
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Hydroxyphenylacetylene Concentration Rank 1

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

6.57 332.44 ng 12599900 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran 118 C8H60 000271-89-6 93
2 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 83
3 1H-Pyrrolo[2,3-b]pyridine 118 C7H6N2 000271-63-6 40
4 3-Pyridineacetonitrile 118 C7H6N2 006443-85-2 40
5 2-Pyridinecarbonitrile, 3-methyl- 118 C7H6N2 1000318-76-9 33

Abundance Scan 762 (6.569 min): BF113464.D (-753) (-) m/z 118.00 100.00%
118
89
5000

63 RN | GR— | -
39 51 6.20 6.40 6.60 6.80 7.00
Oberrprrrr e et et o e 28 ML L2268 /7 88.95  52.524

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

Abundance #8943: Benzofuran

5000

620 6.40 660 6.80 700
m/z 90.00 44 _13%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
118
R e S B
89 6.20 6.40 6.60 6.80 7.00
5000 m/z 62.95 25.30%
63
39
50
14 2 4 100
(0 LA I I o o o B e R e e R e SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8935: 1H-Pyrrolo[2,3-b]pyridine

6.20 6.40 6.60 6.80 7.00
m/z 61.95 10.85%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 620 6.40 6.60 6.80 7.00

8270-BF032519.M Wed Apr 03 16:26:59 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Indane Concentration Rank 3

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

6.90 204.52 ng 7751470 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 83
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-.-. 118 C9H10 1000191-13-7 80
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 80

Abundance Scan 818 (6.898 min): BF113464.D (-814) (-) m/z 117.05 100.00%
117
5000
39 63 o 550 om0 b0 720
51 77 103 : : : :

o...,....,....,....',....i'...'.,:'.'..,...-.,.8.4..',|....,.'..1.1,9.!.',...., m/z 118.05 58.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8949: Indane

6.60 6.80 7.00 7.20
m/z 115.00 32 .86%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
6.60 6.80 7.00 7.20
5000 m/z 91.00 18.15%
91
39 51 58 65 103
27 7 g4 110
O T T T T T )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8961: Benzene, 2-propenyl-

6.60 6.80 7.00 7.20
m/z 63.00 8.70%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20

8270-BF032519.M Wed Apr 03 16:27:00 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzofuran, 2-methyl- Concentration Rank 10

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

7.36 77.60 ng 1443500 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 91
3 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 90
4 1H-1Indenol 132 C9H80 056631-57-3 90
5 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 87

Abundance Scan 896 (7.357 min): BF113464.D (-892) (-) m/z 131.00 100.00%
131
5000
51 77 103
39 63 7.00 7.20 7.40 7.60
o..,....,....,....',....:|!'...,:'.:.,.:-:h,...E.‘?....,!”u.,.l.l:‘?,....,'...,..1.‘.‘,8.... m/z 131.95  90.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14527: Benzofuran, 2-methyl-
131
5000
7.00 7.20 7.40 7.60
m/z 51.00 22 .50%
51 77 103
0 15 27 3\9 “ 6\3\ ‘\ 89 Ay 113 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
103 7.00 7.20 7.40 7.60
5000 . m/z 76.95 21.79%
51
o 27 39 63 91 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14536: 3-Phenyl-2-propyn-1-ol
131 7.00 7.20 7.40 7.60
m/z 103.00 21.01%
103
5000
77
51 115
o % O 8 | 8 |
O T T T T S T ] T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60

8270-BF032519.M Wed Apr 03 16:27:01 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Propenal, 3-phenyl- Concentration Rank 2

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

7.42 235.46 ng 4380110 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 91
3 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 91
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 91
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90

Abundance Scan 907 (7.422 min): BF113464.D (-899) (-) m/z 130.95 100.00%
131
5000
ot 77 1 7.00 7.20 7.40 7.60 7.80
39 63 . . . . .
o..,....,....,....-,....:|:...,:'.'..,.-.-:|!,...E.‘?....,!”..,..1.1.?....,.'...,..1.‘.‘?... m/z 132.00 84.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14527: Benzofuran, 2-methyl-
131
5000
7.00 7.20 7.40 7.60 7.80
m/z 76.95 19.42%
51 77 103
o, 15 27 39 1 6 | 8 | 113 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
103 7.00 7.20 7.40 7.60 7.80
5000 77 m/z 104.00 18.92%
51
oL, 18 271 39 63 91 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14530: Benzofuran, 7-methyl-
132 7.00 7.20 7.40 7.60 7.80
m/z 50.95 17.78%
5000
51 27
7 39 63 103
S Y N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60 7.80

8270-BF032519.M Wed Apr 03 16:27:01 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Pyrrolo[2,3-b]pyridine, ... Concentration Rank 17

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

7.44 45.21 ng 840967 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
2 1H-Pyrrolo[2,3-b]pyridine, 2-met... 132 C8H3N2 023612-48-8 80
3 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 78
4 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 64
5 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 53

Abundance Scan 910 (7.439 min): BF113464.D (-908) (-) m/z 131.00 100.00%
5000
39 5|1 63 7|7 89 1(|)3 113 7.20 7.40 7.60 7.80
S MW MM N RS MR N S S | H m/z 132.00 67.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14532: Benzofuran, 2-methyl-
131
5000
7.20 7.40 7.60 7.80
m/z 103.00 15.27%
51 77 103
oL 15 27 39 | 63 . 89 1 115122
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131
7.20 7.40 7.60 7.80
5000 m/z 77.00 14 _.13%
39 51 6 7 03 0% 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14534: 2-Propenal, 3-phenyl-
131 7.20 7.40 7.60 7.80
m/z 51.00 13.73%
103
5000 77
51
0 20 39 \L $ ulsae | us !
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-BF032519.M Wed Apr 03 16:27:02 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 2-ethenyl-1,4-dime... Concentration Rank 11

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

7.73 75.50 ng 1404410 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 62
4 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 60
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 60

Abundance Scan 959 (7.728 min): BF113464.D (-956) (-) m/z 117.00 100.00%
117
5000 132
59
91
39 51 77 103 ‘ 7.40 7.60 7.80 8.00

o.w””,””“”hm.Jmauﬁﬂ”mﬁ.mlnwn”“.W“uﬁnnpﬂfﬁnw m/z 132.00 38.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

5000
7.40 7.60 7.80 8.00

m/z 115.00 29.55%

(o]

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
7.40 7.60 7.80 8.00
5000 m/z 59.00 25.82%
91 132
27 39 51 g5 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117

7.40 7.60 7.80 8.00
m/z 130.95 18.92%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00

8270-BF032519.M Wed Apr 03 16:27:03 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

Sample : K2115-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Phenol, 3-ethyl- Concentration Rank 15

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

7.79 48.33 ng 899135 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-ethyl- 122 C8H100 000620-17-7 64
2 Phenol, 4-ethyl- 122 C8H100 000123-07-9 64
3 Phenol, 2-ethyl- 122 C8H100 000090-00-6 58
4 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 50
5 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 50

Abundance Scan 970 (7.792 min): BF113464.D(D(—965) ) m/z 106.95 100.00%
107
122
5000
77
39 51 g5 | o1 % | 1|T0 147 7.40 7.60 7.80 8.00 8.20
Obrrrrrrrprrer et bbb St b e || M/z 122.00  52.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9906: Phenoal, 3-ethyl-
107
5000 122
7.40 7.60 7.80 8.00 8.20
77 m/z 77.00 24 .86%
15 27 % 51 65 | g5 9 l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107
7.40 7.60 7.80 8.00 8.20
5000 m/z 115.00 15.84%
122
77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9914: Phenol, 2-ethyl-
107 7.40 7.60 7.80 8.00 8.20
m/z 130.00 15.49%
5000 122
77
18 27 39 51 65 | 9lg | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00 8.20

8270-BF032519.M Wed Apr 03 16:27:04 2019

QONWPS-MW26S-GW
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Phenol, 3,5-dimethyl- Concentration Rank 8

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

7.80 85.10 ng 1583050 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 94
2 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 91
3 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 90
4 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 87
5 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 87

Abundance Scan 971 (7.798 min): BF113464.D (-970) (-) m/z 122.00 100.00%
142
107
5000
7 91
39 53 4 | 7.40 7.60 7.80 8.00 8.20
0..,....,....,...:|,'.-...;'!'.-..-,..'.'.,...!|,....,Ln.??..-.:,....,'...,.1.3.(.3,..1.‘.‘?.... m/z 107.00  57.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9933: Phenol, 3,5-dimethy!-
107 122
5000
77 7.40 7.60 7.80 8.00 8.20
o ‘ 91 m/z 121.00 51.92%
65
”I}?I”%z'“ﬂu”dm“'wm'P”NP”'A””PW”P'“I'”I””I””I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107 122
7.40 7.60 7.80 8.00 8.20
5000 m/z 77.00 25.28%
77
91
15 27 39 51 65
0‘
Wmmﬂﬁﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9942: Phenol, 2,3-dimethyl-
122 7.40 7.60 7.80 8.00 8.20
107 m/z 91.00 21.91%
5000
77
RN
ot T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00 8.20

8270-BF032519.M Wed Apr 03 16:27:05 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 2-(1-methylethyl)- Concentration Rank 19

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

8.16 38.46 ng 715374 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 87
2 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 87
3 Phenol, 4-(1-methylethyl)- 136 C9H120 000099-89-8 86
4 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 83
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 80

Abundance Scan 1032 (8.157 min): BF113464.D (-1028) (-) m/z 121.00 100.00%
5000
136
77 91
39 51 65 103 145 7.80 8.00 8.20 8.40
Ohrrprerrprrrr et ettt prete e m/z 136.00 35.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16456: Phenol, 2-(1-methylethyl)-
121
5000
136 7.80 8.00 8.20 8.40
77 103 m/z 90.95 22 .65%
91
1827 39 51 65 |
G R R R AR AN RARRN AN AR AR AL LARAS LALSS LA RARAN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
780 8.00 820 840
5000 m/z 76.95 19.09%
136
39 77 91
. & 5165 107
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16450: Phenol, 4-(1-methylethyl)-
121 7.80 8.00 8.20 8.40
m/z 121.95 9.06%
5000
136
T 91 108
39
0 "P%?'P'?ZI”"“'”'?%“”I'??'P"LI”"Jﬂ”'lj'“l""H"'I”'“I'”'I"”
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

8270-BF032519.M Wed Apr 03 16:27:05 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, l-ethyl-4-methoxy- Concentration Rank 13

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

8.23 57.49 ng 1069360 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 90
2 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 90
3 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 90
4 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 87
5 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 87

Abundance Scan 1044 (8.228 min): BF113464.D (-1041) (-) m/z 121.00 100.00%
yul
5000
136
77 91
39 51 65 7.80 8.00 820 8.40 8.60
Ol e L b T Tm/z 136.00  29.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16470: Benzene, 1-ethyl-4-methoxy-
121
5000
136 7.80 8.00 820 8.40 8.60
m/z 91.00 13.22%
oJ 15 27 30 s 65 " 91 105 |
2> 10 20 3 40 % 6 7o 85 90 100 140 130 130 130 120 160
Abundance
121
136 7.80 8.00 8.20 8.40 8.60
5000 m/z 77.00 11.99%

39 51 e 009 07

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

Abundance #16430: Phenol, 4-ethyl-3-methyl-

121 7.80 8.00 8.20 8.40 8.60
m/z 122 .00 9.02%
5000
136
77 91

Do e || s

O R e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

Sample : K2115-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 2,3,5-trimethyl- Concentration Rank 18

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

8.26 43.43 ng 807816 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 80
2 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 74
3 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 72
4 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 72
5 Phenol, 4-(1-methylethyl)- 136 C9H120 000099-89-8 72

Abundance Scan 1050 (8.263 min): BF113464.D (-1048) (-) m/z 121.00 100.00%
121
5000 136
39 51 65 107 6 800 820 840 8.60
o.w””,””P.”P“.annmw”.munqn”.unphw!”w.mw”“,” m/z 136.00 36.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16409: Phenol, 2,3,5-trimethyl-
121 136
5000
8.00 8.20 8.40 8.60
77 91 m/z 91.00 24 .24%
0 15 2\7 3\9‘ 5\1\ 6? Ly | 193‘ el |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
800 8.20 840 8.60
5000 136 m/z 77.00 20.06%
J 15 27 3 51 65 oo a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15878: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
121 8.00 8.20 8.40 8.60
m/z 107.00 12.99%
93
5000
136
27 o5 e N | o=
O”P'”P'MP'JAM”NM'P“'P”HP”WQMW'MH”'ML'W””W“”I”
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-BF032519.M Wed Apr 03 16:27:07 2019

QONWPS-MW26S-GW

Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 2-ethyl-4-methyl- Concentration Rank 12

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

8.36 70.99 ng 1320640 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-ethyl-5-methyl- 136 C9H120 000698-71-5 83
2 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 80
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 74
4 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 74
5 Hydrazine, 1-(4-ethylphenyl)- 136 C8H12N2 054840-34-5 72

Abundance Scan 1066 (8.357 min): BF113464.D (-1062) (-) m/z 121.00 100.00%
136
5000
107
77 91
39 51 65 8.00 8.20 8.40 8.60
ol ,..|:-.,-.~!.'. 148 168 m/z 135.95 53.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16437: Phenol, 3-ethyl-5-methyl-
121
136
5000
8.00 8.20 8.40 8.60
— m/z 106.95 35.00%
0 15 2\\7 3\9 5\1 6? ‘ ‘ 1(\)7 \ i
mz-> 20 40 60 80 100 120 140 160
Abundance
121
8.00 8.20 8.40 8.60
5000 136 m/z 77.00 21.78%
15 27 39 51 65 o9 o7
mz-> 20 40 60 80 100 120 140 160
Abundance #16456: Phenol, 2-(1-methylethyl)-
121 8.00 8.20 8.40 8.60
m/z 91.00 19.38%
5000
136
103
77
oL 1827 39 S1 65 | Tl
m/z--> 20 40 60 80 100 120 140 160 800 820 840 860

8270-BF032519.M Wed Apr 03 16:27:08 2019 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 2,3,6-trimethyl- Concentration Rank 20

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

8.46 35.61 ng 662372 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 93
2 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 81
3 2,5-Dimethylanisole 136 C9H120 001706-11-2 76
4 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 76
5 3,4-Dimethylanisole 136 C9H120 004685-47-6 74

Abundance Scan 1084 (8.463 min): BF113464.D(—1081% ) m/z 136.00 100.00%
136
121
5000
91
39 51 e5 ! 105 46 166 8.20 8.40 8.60 8.80

o

..,....,....,....',....,'.-...,..'.'.,...|.',....,.'...,.'.|..,..'.'.,!..:-,|.udwmmm m/z 121.00 77.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #16411: Phenol, 2,3,6-trimethyl-
121 136
5000
8.20 8.40 8.60 8.80
91 m/z 135.00 47 .63%
27 39 51 65 103
0 ..,.1..5.,...‘.,....‘,‘....,‘.‘...,..‘..,...‘.‘,....,....,.‘...,...‘. I —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
121 136
8.20 8.40 8.60 8.80
5000 m/z 91.00 35.39%
91
1827 39 51 65 17 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16385: 2,5-Dimethylanisole A ma s S
6 8.20 8.40 8.60 8.80

m/z 130.95 16.42%

121
5000

15 27 39 51 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 9

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

8.59 83.95 ng 1561640 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 98
2 Styrene 104 C8HS8 000100-42-5 86
3 N-Ethylbenzimidoyl bromide 211 C9H10BrN 041182-87-0 58
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 53
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8HS8 000694-87-1 50

Abundance Scan 1106 (8.592 min): BF113464.D (-1097) (-) m/z 135.00 100.00%
104 1
5000
150
161 8.20 8.40 8.60 8.80 9.00
of m/z 132.00 86 .52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14542: 1H-Inden-1-one, 2,3-dihydro-
104 132
5000 NSRS NSRS L
78 8.20 8.40 8.60 8.80 9.00
51 m/z 103.95 78.22%
"P%?'P'??I”'i?'”'ﬁ"“I"'W'PJW"'”"" o %%§|“"J‘“'|"“|"“|"“|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
104
AR BRSNS SRR RARRERS
8.20 8.40 8.60 8.80 9.00
5000 78 m/z 103.00 44 _83%
51
oL 15 27 39 63 89
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #70475: N-Ethylbenzimidoy!| bromide
104 8.20 8.40 8.60 8.80 9.00
132 m/z 77.95 31.79%
5000 77
Y III""I""I""I""I'"'IIIII IIIIIIIII ""' T "' TTTTprTTT I""I""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\

Data File : BF113464.D

Acq On 1 Apr 2019 14:07

Operator : JU/SJ

ﬁ?ggle i K2115-03 QNWP8-MW26S-GW
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.57 178.70 ng 9454070 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1782 (12.569 min): BF113464.D (-1773) (-) m/z 73.00 100.00%

D

85, 7B
5000 129
185 241

Jﬂ 199213227
ERRRRRES

12. 20 12. 40 12 60 12. 80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000

m/z 43.00 96.03%
12.20 12.40 12.60 12.80

m/z 59.95 84 .90%

o

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 A -
12.20 12.40 12.60 12.80
5000 129 m/z 57.00 82.89%
29 87
15 143, 185199 242
o 213997
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80
m/z 55.00 74 .22%
43 5
5000 129
185 228
‘ T7 115 | 143 171 ‘ 199 ‘
ok ,..”,“.mu.”‘,tkAW.HN,nu“,k.”q...q...q.?}?.n.....q....v... R e ABRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113464.D
Acq On > 1 Apr 2019 14:07 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : K2115-03 QNWP8-MW26S-GW.
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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-Cycloheptat. ... 3.66 123.4 ng 4676260 1 6.71 758036 20.0
Benzene, 1,3-dime... 5.17 174.0 ng 6593770 1 6.71 758036 20.0
1,3-Cyclopentadie. .. 5.55 163.1 ng 6181030 1 6.71 758036 20.0
unknown6 .49 6.49 46.7 ng 1770610 1 6.71 758036 20.0
3-Hydroxyphenylac. .. 6.57 332.4 ng 12599900 1 6.71 758036 20.0
Indane 6.90 204.5 ng 7751470 1 6.71 758036 20.0
Benzofuran, 2-met... 7.36 77.6 ng 1443500 2 8.00 372047 20.0
2-Propenal, 3-phe... 7.42 235.5 ng 4380110 2 8.00 372047 20.0
1H-Pyrrolo[2,3-b]... 7.44 45.2 ng 840967 2 8.00 372047 20.0
Benzene, 2-etheny... 7.73 75.5 ng 1404410 2 8.00 372047 20.0
Phenol, 3-ethyl- 7.79 48.3 ng 899135 2 8.00 372047 20.0
Phenol, 3,5-dimet... 7.80 85.1 ng 1583050 2 8.00 372047 20.0
Phenol, 2-(1-meth... 8.16 38.5 ng 715374 2 8.00 372047 20.0
Benzene, l-ethyl-_._. 8.23 57.5 ng 1069360 2 8.00 372047 20.0
Phenol, 2,3,5-tri... 8.26 43.4 ng 807816 2 8.00 372047 20.0
Phenol, 2-ethyl-4._._. 8.36 71.0 ng 1320640 2 8.00 372047 20.0
Phenol, 2,3,6-tri... 8.46 35.6 ng 662372 2 8.00 372047 20.0
1H-Inden-1-one, 2... 8.59 84.0 ng 1561640 2 8.00 372047 20.0
Octadecanoic acid 12.57 178.7 ng 9454070 5 13.85 1058070 20.0
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