LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 2.181 13 16 27 rVB 53077 96054 12.75% 0.907%
2 4.510 408 412 417 rBV 97041 101852 13.52% 0.961%
3 5.122 511 516 524 rBV 693186 710968 94.34% 6.711%
4 5.516 580 583 590 rVB 203196 166331 22.07% 1.570%
5 6.522 750 754 762 rBV 651726 551390 73.17% 5.205%
6 6.669 776 779 783 rVB 416817 328128 43.54% 3.097%
7 6.904 815 819 823 rVB 833954 656572 87.13% 6.198%
8 6.957 824 828 831 rBV 40643 33525 4 _.45% 0.316%
9 7.057 840 845 849 rBV 652326 546479 72.52% 5.158%
10 7.433 902 909 910 rBV2 10193 14087 1.87% 0.133%
11 7.463 910 914 917 rVvV 434850 367729 48.80% 3.471%
12 7.492 917 919 923 rVVv2 13496 14394 1.91% 0.136%
13 7.539 923 927 931 rVB4 10624 15447 2.05% 0.146%
14 7.598 931 937 940 rBV3 5388 9588 1.27% 0.091%
15 7.710 952 956 958 rVB3 8955 10107 1.34% 0.095%
16 7.922 989 992 995 rBV3 10662 12068 1.60% 0.114%
17 8.051 1011 1014 1017 rBv4 8545 9787 1.30% 0.092%
18 8.186 1033 1037 1040 rBV 949613 753588 100.00% 7.113%
19 8.233 1043 1045 1048 rVB 41759 40168 5.33% 0.379%
20 8.269 1048 1051 1056 rVB5 12318 17036 2.26% 0.161%
21 8.386 1068 1071 1074 rVB2 12031 10579 1.40% 0.100%
22 8.469 1082 1085 1090 rVB5 21495 29201 3.87% 0.276%
23 8.527 1090 1095 1097 rBV3 8725 12479 1.66% 0.118%
24 8.569 1098 1102 1104 rVB5 9135 10231 1.36% 0.097%
25 8.598 1104 1107 1109 rBV 48870 38818 5.15% 0.366%
26 8.645 1113 1115 1119 rVvB4 12121 12024 1.60% 0.113%
27 8.686 1119 1122 1124 rBvV2 17696 14848 1.97% 0.140%
28 8.722 1124 1128 1130 rBv4 11712 12435 1.65% 0.117%
29 8.769 1134 1136 1140 rVvv3 23063 20664 2.74% 0.195%
30 8.804 1140 1142 1145 rvv4 10311 13747 1.82% 0.130%
31 8.863 1149 1152 1156 rVB3 19293 29057 3.86% 0.274%
32 8.898 1156 1158 1160 rBvV2 12375 10186 1.35% 0.096%
33 8.933 1161 1164 1166 rVB3 12313 10321 1.37% 0.097%
34 8.957 1166 1168 1171 rBv4 11829 13935 1.85% 0.132%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.004 1171 1176 1178 rVVv2 19236 24802 3.29% 0.234%
36 9.063 1182 1186 1188 rBv4 11454 18090 2.40% 0.171%
37 9.086 1188 1190 1194 rVB4 17302 19190 2.55% 0.181%
38 9.127 1194 1197 1203 rBV6 13168 21120 2.80% 0.199%
39 9.175 1203 1205 1207 rBV 10438 10215 1.36% 0.096%
40 9.198 1207 1209 1215 rVB 65118 50444 6.69% 0.476%
41 9.257 1215 1219 1224 rBV 818483 653774 86.75% 6.171%
42 9.333 1229 1232 1236 rBV2 43121 53758 7.13% 0.507%
43 9.410 1243 1245 1248 rVB4 17266 14254 1.89% 0.135%
44 9.527 1261 1265 1268 rBV3 28367 41356 5.49% 0.390%
45 9.598 1274 1277 1280 rBV 34043 40007 5.31% 0.378%
46 9.627 1280 1282 1283 rVV 19755 14113 1.87% 0.133%
47 9.651 1283 1286 1290 rVVv 191099 167455 22.22% 1.581%
48 9.716 1293 1297 1299 rBvV4 23227 23131 3.07% 0.218%
49 9.804 1309 1312 1315 rBV3 37112 33208 4.41% 0.313%
50 9.851 1318 1320 1325 rVvv2 35546 48055 6.38% 0.454%
51 9.898 1326 1328 1330 rVvv3 13291 16562 2.20% 0.156%
52 9.945 1330 1336 1339 rVvVv 793128 722664 95.90% 6.821%
53 9.974 1339 1341 1345 rVVv4 26470 32067 4._.26% 0.303%
54 10.045 1349 1353 1357 rBV3 21580 33162 4._.40% 0.313%
55 10.086 1357 1360 1364 rBV5 9792 13072 1.73% 0.123%
56 10.121 1364 1366 1367 rBV2 14029 10813 1.43% 0.102%
57 10.139 1367 1369 1374 rVB2 31106 33400 4.43% 0.315%
58 10.186 1374 1377 1386 rVB3 41593 61633 8.18% 0.582%
59 10.257 1386 1389 1391 rBV 35072 32388 4 _30% 0.306%
60 10.286 1391 1394 1396 rVB3 17915 13349 1.77% 0.126%
61 10.345 1401 1404 1406 rBV3 31534 43787 5.81% 0.413%
62 10.363 1406 1407 1409 rVB2 38170 20738 2.75% 0.196%
63 10.392 1409 1412 1415 rBvV4 12115 12046 1.60% 0.114%
64 10.416 1415 1416 1422 rVB6 10443 18614 2.47% 0.176%
65 10.486 1422 1428 1430 rBv4 17973 28466 3.78% 0.269%
66 10.580 1441 1444 1450 rVB 69519 78153 10.37% 0.738%
67 10.639 1450 1454 1455 rBv4 11006 12130 1.61% 0.114%
68 10.704 1463 1465 1467 rVB2 14542 11336 1.50% 0.107%
69 10.727 1467 1469 1473 rBV5 12697 17073 2.27% 0.161%

70 10.851 1484 1490 1493 rBV 119860 150272 19.94% 1.418%
71 10.927 1501 1503 1506 rBV3 17496 16025 2.13% 0.151%

8270-BF092317.M Tue Oct 03 14:36:02 2017 Page: 2



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 11.027 1518 1520 1522 rBV3 10818 11701 1.55% 0.110%
73 11.068 1524 1527 1530 rVB4 20937 23232 3.08% 0.219%
74 11.233 1553 1555 1558 rBvV4 11943 12541 1.66% 0.118%
75 11.280 1560 1563 1566 rBV 56795 52863 7.01% 0.499%
76 11.316 1566 1569 1571 rVvV 50838 46846 6.22% 0.442%
77 11.433 1585 1589 1591 rBV 720781 643994 85.46% 6.079%
78 11.451 1591 1592 1596 rVB 42099 34969 4.64% 0.330%
79 11.539 1604 1607 1610 rBv4 7627 11832 1.57% 0.112%
80 11.663 1626 1628 1634 rBV6 21918 22643 3.00% 0.214%
81 11.710 1634 1636 1639 rVB2 21745 17868 2.37% 0.169%
82 11.739 1639 1641 1650 rBV3 15733 33707 4_47% 0.318%
83 11.933 1671 1674 1677 rBV3 13573 17019 2.26% 0.161%
84 11.980 1680 1682 1684 rVB 21361 14828 1.97% 0.140%
85 12.039 1690 1692 1699 rVB6 17556 24307 3.23% 0.229%
86 12.115 1703 1705 1708 rBV2 15961 13607 1.81% 0.128%
87 12.339 1740 1743 1744 rBV3 13483 11599 1.54% 0.109%
88 12.404 1751 1754 1757 rBvV4 11479 16096 2.14% 0.152%
89 12.439 1759 1760 1764 rVvv4 10451 12695 1.68% 0.120%
90 12.504 1769 1771 1774 rBV2 15740 13590 1.80% 0.128%
91 12.610 1786 1789 1792 rVB4 10186 13960 1.85% 0.132%
92 12.645 1792 1795 1800 rBV 60088 60716 8.06% 0.573%
93 12.821 1823 1825 1828 rBV4 10567 11463 1.52% 0.108%
94 12.892 1831 1837 1841 rVV2 102513 161889 21.48% 1.528%
95 12.986 1851 1853 1854 rBV2 12650 9941 1.32% 0.094%

96 13.010 1854 1857 1861 rVV 668703 558939 74.17% 5.276%
97 13.086 1867 1870 1871 rBV3 12132 11609 1.54% 0.110%
98 13.486 1935 1938 1944 rBV 120485 104583 13.88% 0.987%
99 14.074 2034 2038 2041 rBV 760011 694866 92.21% 6.559%
100 15.568 2287 2292 2300 rVB 470762 625524 83.01% 5.905%

Sum of corrected areas: 10593972
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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: BF099021.D

6.90
800000

5.12
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600000
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400000
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2.18 4.51
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T
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Abundance TIC: BF099021.D
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Abundance TIC: BF099021.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.18 2.93 ng 96054 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 53
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 16 (2.181 min): BF099021.D (-13) (-) m/z 73.10 100.00%
73.1
5000 430
55.0 87.0
3701, | | 220 2.30 2.40 2.50 2.60
Obrrprrrrrrrr e e R e e e e m/z 43.00 36.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
' 55.0 87.0 m/z 55.00 28.87%
0 %D%O\‘ ‘ NO\‘%O
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
450 550 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.05 24 .61%
27.0
15.0 81.0
A LA AN AN LR RAAA) ALY NARAA KAL) RERL) WALA) RARAA LARE) KANA) RALRE RARRERAA) ALK RS AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1877: Acetamide, N-ethyl- R R aa e
30.0 2.20 2.30 2.40 2.50 2.60
m/z 71.00 11.91%
5000 43.0 87.0
15.0 72.0
0 | ull o 87.0 52.0 59.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 65 65 70 75 80 85 50 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.51 3.10 ng 101852 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
4 3-Hexen-2-one 98 C6H100 000763-93-9 87
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 412 (4.510 min): BF099021.D (-408) (-) m/z 83.00 100.00%
55.0 83.0
5000 43.0 98.0
| | eo 420 440 460 480
L1 N T MY EMNR PN m/z 55.00 93.67%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 290 98.0 420 440 460 480
m/z 42.95 37 .35%
0 “\ \\‘\ | ‘ | 67.0 75.0 ! .
LI FUELEL SN FULELEL SR JURL LS SURELL UL SURLLI SURLE B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55.0 83.0
41.0 420 4.40 4.60 4.80
5000 m/z 98.00 34 .56%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3371: 2-Pentene, 2,4-dimethyl- A e  a maa
83.0 420 4.40 4.60 4.80
55.0 m/z 39.00 26 .48%
41.0
5000
27.0 98.0
15.0
67.0
0'"I'”'I"”I"'W""P"'I”"I7ﬁql"”l"'W"" L IS LS UL AR
m/z--> 10 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.12 21.66 ng 710968 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 516 (5.122 min): BF099021.D (-511) (-) m/z 43.00 100.00%
43.0
59.0
5000
o T 5k 50 w0
83.0 : - : :
o...,....,....,....','::..,..:I,..??-,O....,.~...,...:,|....,. m/z 59.00 57.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T Sho Sk S
0
150 a0 1010 m/z 101.00 21.26%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 16.17%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- s e i
59.0 4.80 500 5.20 5.40
m/z 41.10 8.64%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.67 Concentration Rank 3

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

6.67 10.00 ng 328128 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 779 (6.669 min): BF099021.D (-776) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IREBEAREE SR L S
40.0 540 6.40 6.60 6.80 7.00
o....,....:....,::..,.:l-.',..7.5?,0....,..!.,.-??.?....,....,'...,.. m/z 68.00 36.52%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 o
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 30.54%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.05%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0 6.40 6.60 6.80 7.00
m/z 69.10 13.89%
5000 104.0
390 520 g0 780
0% "'l"'Hl""it" '|J“l'|'"hh""%z'g"l"h' '%%7'?""|"" T
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.16 ng 78153 Acenaphthene-d10 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 92
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 64
5 Triacontane 422 C30H62 000638-68-6 64
Abundance Scan 1444 (10.580 min): BF099021.D (-1441) (-) m/z 57.05 100.00%
57.0
5000
10.20 10.40 10.60 10.80
o} m/z 71.10 57.02%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
5.0
81.0
1250 184.0
5000 NSRS SUNE R
1520 10.20 10.40 10.60 10.80
“ m/z 43.05  43.86%
0|'“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“'w'“l“'w
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
10.20 10.40 1060 10.80
5000 m/z 85.05 27 .11%
85.0
29.0 113.0
Ob et 0 1830 2110 2390
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48833: Tridecane L B i
57.0 10.20 10.40 10.60 10.80
m/z 41.00 23.10%
5000] 5 o 85.0
0 ‘\ H\ “\ \‘\ Il 1l 11?'0 " 14':"'0 18\4.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 10.20 10.40 1060 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.85 4_.67 ng 150272 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 87
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 87
3 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 86
4 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 86
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 68

Abundance Scan 1490 (10.851 min): BF099021.D (-1484) (-) m/z 57.10 100.00%

57.1

5000

10.60 10.80 11.00 11.20

0 m/z 71.10 77.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L B L L L LB

10.60 10.80 11.00 11.20
113.0 m/z 43.10 52.33%

29.0 183.0
It I I I D 2250 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
o
10.60 10.80 11.00 11.20
5000 m/z 85.05 29.82%
85.0
113.0
2.0 1410 169.0 1970 o 270
L N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117657: Hexadecane, 2,6,10-trimethyl- BB B A B e S
57.0 10.60 10.80 11.00 11.20
m/z 41.00 23.94%
5000
85.0 1100 183.0
0 ‘\ ‘\ I, gl .l ‘ I 15\50 I, 225.0 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 8 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.89 4.66 ng 161889 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2-TrimethvisilvIl-3-trimethvisilyv... 228 C8H20N4Si2 1000373-05-5 58
3 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 58
4 2H.8H-Benzoll1l.2-b:3.4-b"l1dipvran... 228 C14H1203 000523-59-1 58
5 1,4-Naphthalenedione, 2-(1-buten... 228 C14H1203 029366-43-6 50
Abundance Scan 1837 (12.892 min): BF099021.D (-1831) (-) m/z 213.05 100.00%
218.1
5000
119.0 e S
390 650 910 1651 1950 12.60 12.80 13.00 13.20
Ol e et etk o 90 ST vk Tm/z 119.00 23.75%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 LRI SN SURILSN SUMBULE BULRE.
1260 12.80 13.00 13.20
119.0 m/z 214.10 17.78%
650 910 165 0 ‘
) ——— .‘... S Y | NS
mz-> 20 40 60 80 160 120 140 160 180 200 220
Abundance
213.0
1260 12.80 13.00 13.20
5000 m/z 228.10 16.88%
73.0
28.0 45.0 99.0 1160 1410 196.0 | 2300
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84388: 2H,8H—Benzo[l,2—b:5,4—b']dipyran 2-one, 8,8'dim9thy|' LB i e e e e
218.0 12.60 12.80 13.00 13.20
m/z 91.00 11.19%
5000
185.0
280 510 69.0 920 128.0 150 \ \2%0
mz-> 20 40 60 80 1(')0 12'0 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099021.D

Aca On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample : 15531-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : 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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.49 3.01 ng 104583 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Hexadecanamide 255 C16H33N0 000629-54-9 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Decanamide- 171 C10H21NO 002319-29-1 64
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 59
Abundance Scan 1939 (13.492 min): BF099021.D (-1935) (-) m/z 58.95 100.00%
54.0
5000
140 1011601801 221 260z 1320 1340 13,60 1380
0 : m/z 72.00 64 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 L LR AR UGN IR
13.20 13.40 13.60 13.80
29.0 m/z 55.00 35.95%
: 126.0
o 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.20 13.40 13.60 13.80
5000 m/z 41.00 26.83%
o 29.0 86.0 1140 1420 1700 2120 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83609: Tetradecanamide AR EEREE L
59.0 13.20 13.40 13.60 13.80
m/z 43.05 21.95%
5000
o 280, | 1860 1140 1490 1840 227.0
miz> % 40 60 b 100 130 140 150 180 200 250 240 2% 250 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100217\
Data File : BF099021.D

Acq On : 3 Oct 2017 1:10

Operator : SJ/JU

Sample - 15531-05 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.18 2.9 ng 96054 1 6.90 656572 20.0
3-Penten-2-one, 4... 4.51 3.1 ng 101852 1 6.90 656572 20.0
2-Pentanone, 4-hy... 5.12 21.7 ng 710968 1 6.90 656572 20.0
unknown6 .67 6.67 10.0 ng 328128 1 6.90 656572 20.0
3-Methyl-4-(metho... 10.58 2.2 ng 78153 3 9.95 722664 20.0
Pentadecane, 2,6,... 10.85 4.7 ng 150272 4 11.43 643994 20.0
Phenol, 4,4"-(1-m... 12.89 4.7 ng 161889 5 14.07 694866 20.0
9-Octadecenamide, ... 13.49 3.0 ng 104583 5 14.07 694866 20.0
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