LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 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-BF102318.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 2.234 21 25 41 rVB 139503 234082 49.82% 3.282%
2 5.581 590 594 608 rBV 33811 52604 11.20% 0.737%
3 6.475 743 746 753 rBV2 12996 17407 3.70% 0.244%
4 6.587 762 765 772 rBV3 19954 48499 10.32% 0.680%
5 6.639 772 774 778 rVB 14794 15018 3.20% 0.211%
6 6.728 785 789 794 rBV 103037 112991 24.05% 1.584%
7 6.775 794 797 801 rVB 54362 45229 9.63% 0.634%
8 6.922 816 822 824 rVV3 11852 17491 3.72% 0.245%
9 6.957 824 828 835 rVvVv 393162 390494 83.11% 5.474%
10 7.004 835 836 842 rVvVv 20163 22520 4_.79% 0.316%
11 7.051 842 844 848 rVV2 13581 15738 3.35% 0.221%
12 7.087 848 850 852 rvv2 16547 19200 4_.09% 0.269%
13 7.110 852 854 862 rvVv 110190 116523 24.80% 1.634%
14 7.216 867 872 874 rBV 27963 27569 5.87% 0.386%
15 7.239 874 876 879 rBV 18462 14173 3.02% 0.199%
16 7.275 879 882 887 rVB2 34780 42803 9.11% 0.600%
17 7.322 887 890 892 rBV 25905 23884 5.08% 0.335%
18 7.345 892 894 904 rVB6 19584 34721 7.39% 0.487%
19 7.481 910 917 921 rBV2 26539 29198 6.21% 0.409%
20 7.534 921 926 931 rBV2 111029 143862 30.62% 2.017%
21 7.592 934 936 939 rVB2 19407 16311 3.47% 0.229%
22 7.639 939 944 950 rVB5 24571 42292 9.00% 0.593%
23 7.716 954 957 960 rBV2 16798 14690 3.13% 0.206%
24 7.757 960 964 972 rVB6 13080 25207 5.36% 0.353%
25 7.957 995 998 1004 rVB 59380 67565 14.38% 0.947%
26 8.057 1013 1015 1020 rVB5 10872 14541 3.09% 0.204%
27 8.204 1037 1040 1043 rBvV2 20247 26869 5.72% 0.377%
28 8.239 1043 1046 1051 rvVv 443926 410796 87.43% 5.759%
29 8.281 1051 1053 1056 rvB2 27806 26749 5.69% 0.375%
30 8.357 1062 1066 1071 rVB3 32496 49544 10.54% 0.695%
31 8.416 1071 1076 1082 rVB2 47970 63432 13.50% 0.889%
32 8.486 1082 1088 1091 rBvV2 23095 37601 8.00% 0.527%
33 8.516 1091 1093 1097 rvv3 27463 33616 7.15% 0.471%
34 8.557 1097 1100 1101 rvv3 26027 29271 6.23% 0.410%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 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\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 8.592 1101 1106 1111 rVVv4 62445 130869 27.85% 1.835%

36 8.639 1111 1114 1124 rVB2 83026 115866 24.66% 1.624%

37 8.810 1140 1143 1148 rBvV 33141 31543 6.71% 0.442%
38 8.904 1157 1159 1161 rvv2 16715 16113 3.43% 0.226%
39 8.928 1161 1163 1168 rVB4 13556 17911 3.81% 0.251%
40 9.004 1173 1176 1177 rBV2 16466 17247 3.67% 0.242%
41 9.022 1177 1179 1185 rVB5 16559 18275 3.89% 0.256%
42 9.092 1189 1191 1193 rBV 25838 24386 5.19% 0.342%
43 9.133 1196 1198 1201 rVB2 32937 35399 7.53% 0.496%
44 9.175 1201 1205 1209 rBV3 32867 31789 6.77% 0.446%
45 9.216 1209 1212 1214 rBV 39153 28697 6.11% 0.402%
46 9.239 1214 1216 1219 rBV 64887 50483 10.74% 0.708%
47 9.310 1225 1228 1232 rBV 135924 122945 26.17% 1.724%
48 9.375 1236 1239 1242 rBV2 33054 34367 7.31% 0.482%
49 9.416 1245 1246 1249 rvVvVv2 22482 18580 3.95% 0.260%
50 9.533 1263 1266 1269 rBV3 10701 15827 3.37% 0.222%
51 9.563 1269 1271 1274 rBV2 15488 15645 3.33% 0.219%
52 9.633 1276 1283 1285 rBV3 43088 67334 14.33% 0.944%
53 9.651 1285 1286 1289 rVvv2 30654 23862 5.08% 0.335%
54 9.698 1289 1294 1301 rVvVv2 110661 167880 35.73% 2.354%
55 9.757 1301 1304 1307 rVB 29363 21042 4.48% 0.295%
56 9.904 1322 1329 1334 rBv4 30204 63952 13.61% 0.897%
57 9.951 1334 1337 1339 rBV3 28010 29168 6.21% 0.409%
58 9.998 1342 1345 1350 rVvVv 497441 434153 92.40% 6.086%
59 10.133 1365 1368 1371 rVV2 32099 46218 9.84% 0.648%
60 10.163 1371 1373 1376 rVV 34200 34173 7.27% 0.479%
61 10.198 1376 1379 1381 rVV 24874 24298 5.17% 0.341%
62 10.227 1381 1384 1385 rVV 32913 31714 6.75% 0.445%
63 10.245 1385 1387 1388 rVvVv 30912 24242 5.16% 0.340%
64 10.263 1388 1390 1394 rVB 24108 23124 4.92% 0.324%
65 10.404 1411 1414 1416 rVB2 20021 17586 3.74% 0.247%
66 10.439 1417 1420 1422 rBV 17527 16609 3.53% 0.233%
67 10.504 1429 1431 1435 rBV3 10933 15130 3.22% 0.212%
68 10.622 1447 1451 1454 rBV 63966 78618 16.73% 1.102%
69 10.745 1468 1472 1477 rVB3 30289 47492 10.11% 0.666%
70 10.792 1477 1480 1488 rVB2 70957 76673 16.32% 1.075%

71 10.904 1492 1499 1504 rBV2 84966 165379 35.20% 2.318%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 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\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 10.957 1504 1508 1510 rVvVv 143580 117016 24.90% 1.640%
73 10.986 1510 1513 1517 rvv2 150185 183788 39.11% 2.577%
74 11.022 1517 1519 1521 rVvVv 164647 134680 28.66% 1.888%

75 11.045 1521 1523 1526 rVV 79779 74353 15.82% 1.042%
76 11.074 1526 1528 1529 rVV 53817 45597 9.70% 0.639%
77 11.092 1529 1531 1532 rVV 60642 56157 11.95% 0.787%

78 11.133 1535 1538 1542 rVV3 117149 128994 27 .45% 1.808%
79 11.174 1542 1545 1547 rVV 128036 128262 27.30% 1.798%

80 11.192 1547 1548 1550 rVVv2 48733 46129 9.82% 0.647%
81 11.216 1550 1552 1556 rVB4 78041 76572 16.30% 1.073%
82 11.357 1573 1576 1579 rVvV 122651 115347 24.55% 1.617%
83 11.416 1582 1586 1592 rVB4 23544 40270 8.57% 0.565%
84 11.469 1592 1595 1596 rBV 19210 18921 4._.03% 0.265%
85 11.492 1596 1599 1606 rVvVv 476960 469875 100.00% 6.587%
86 11.598 1615 1617 1621 rVB3 17107 18429 3.92% 0.258%
87 11.639 1621 1624 1628 rBV3 29373 33931 7.22% 0.476%
88 11.674 1628 1630 1633 rBV2 30975 33298 7.09% 0.467%
89 11.704 1633 1635 1638 rVB 43462 37461 7.97% 0.525%
90 11.921 1668 1672 1677 rBV3 37318 57862 12.31% 0.811%
91 11.986 1681 1683 1685 rBV2 15194 13169 2.80% 0.185%
92 12.016 1685 1688 1691 rVVv2 19967 19029 4._.05% 0.267%
93 12.069 1695 1697 1700 rVB4 17393 17770 3.78% 0.249%
94 12.104 1700 1703 1706 rBV 28357 26246 5.59% 0.368%
95 12.316 1736 1739 1742 rBV4 20841 29706 6.32% 0.416%
96 12.445 1758 1761 1764 rVB2 22059 21793 4.64% 0.306%
97 12.516 1770 1773 1776 rBV3 14518 12838 2.73% 0.180%

98 13.068 1864 1867 1874 rVB 150233 150787 32.09% 2.114%
99 14.139 2046 2049 2054 rBV 334204 365488 77.78% 5.124%
100 15.668 2306 2309 2316 rVB 165552 242284 51.56% 3.397%

Sum of corrected areas: 7133131
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
BF110538.D

7 Nov 2018
Ju/sJ
J5822-06 10X

1:43

24 Sample Multiplier: 1
> Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.23 11.99 ng 234082 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 16
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 24 (2.228 min): BF110538.D (-21) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.0
| 2.20 2.30 2.40 2.50 2.60
o | S SRS N N m/z 43.05 43.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 2.20 2.30 2.40 2.50 2.60
"~ 550 87.0 m/z 55.10 30.94%
29.0
'”I'”'I”"P'”H"”Whm'l”"ﬁ"W'l”l'”'I”"P"W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl-
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 24 .37%
43.0
20 150 280 || 530 630 | 880
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 15.08%
5000
45.0
29.0
‘ “‘\ %5.0 it 101.0 e Faan
m/z--> O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2 unknown6.73 Concentration Rank 7

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

6.73 5.79 ng 112991 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 1H-Benzoimidazole, 2-(2-chlorobe... 288 C15H13CIN2S 1000310-84-6 10

Abundance Scan 789 (6.728 min): BF110538.D (-785) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sa0 || g0 96|-° '6.40 6.60 6.80 7.00
e e e P e e m/z 68.10 40.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o PP
a0 T e m/z 134.00 32.49%
‘ 79.0 :
“l“'w'“'w'“ll'ﬂh“'VJ”l“Uh““'wJ“l“'w'“”w'“l"WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.00 26 .80%
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e A RmEms
132.0 6.40 6.60 6.80 7.00
m/z 96.00 16.46%
5000
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"“l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 4 Cyclohexanemethanol, .alpha... Concentration Rank 15

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

7.96 3.29 ng 67565 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. .alpha...al... 156 C10H200 007322-63-6 78
2 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 64
3 Cvclohexanemethanol. .alpha...al... 156 C10H200 005114-00-1 64
4 Butane. 2-methoxv-3-methyl- 102 C6H140 062016-49-3 38
5 2-Hydroxy-2,5-dimethyl-hept-6-en... 156 C9H1602 1000192-55-8 38

Abundance Scan 999 (7.963 min): BF110538.D (-995) (-) 59.00 100.00%
59.0
5000
43.0 81.0 7.60 7.80 8.00 8.20
96.0 123.1
el 200 R0l M m/z 43.00 11.66%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28368: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59.0

5000 S e
7.60 7.80 8.00 8.20

m/z 41.05 9.18%

00 L T00 S0 960 1090 1230 o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28363: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-
59.0
B R e
7.60 7.80 8.00 8.20
5000 m/z 58.00 8.88%
200 410 ||| 700810 960 1090 1230 1410
R B o e R A A RN Eaas B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28369: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59.0 7.60 7.80 8.00 8.20
m/z 55.00 8.84%
5000
41.0
200 400 || 700810 960 1090 1280 1410 1560
R w2 L e A AamsnnE LA oy S A mma s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 5 unknown8.42 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.42 3.09 ng 63432 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentanoic acid. 2-methvl-. ethvl... 144 C8H1602 039255-32-8 38

2 3-0Octen-2-ol. 2-methvl-. (2)- 142 C9H180 018521-07-8 35
3 1-Octanol. 2.2-dimethvl- 158 C10H220 002370-14-1 22
4 Butanoic acid. 2-methvl-. ethvl ... 130 C7H1402 007452-79-1 22
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 22
Abundance Scan 1077 (8.422 min): BF110538D( 1071) (-) m/z 57.00 100.00%
102.
43.0
710 g7
5000
127.1
e S e U
|”| || 115.0 8.00 8.20 8.40 8.60 8.80
SN |1 1 1A m/z 102.10 95.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20994: Pentanoic acid, 2-methyl-, ethyl ester
102.0
43.0
71.0
5000
29.0 8.00 8.20 8.40 8.60 8.80
0
550 87.0 115.0 m/z 43.05 81.48%
15.0 || I||. | uly 129.0 144.0
e e e e b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20025: 3-Octen-2-ol, 2-methyl-, (2)-
43.0 71.0
I R
8.00 8.20 8.40 8.60 8.80
5000 85.0 m/z 71.05 68 .59%
2.0 127.0
55.
15.0
O Y O O L PE T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29636: 1-Octanol, 2,2-dimethyl-
430 &7 8.00 8.20 8.40 8.60 8.80
0 710
m/z 41.00 65.64%
85.0
5000 29.0 197.0
15.0 \‘ ‘m ! ‘M\ 9801110 | 141.0155.0
T T T T T T L O e e T T R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 6 unknown8.59 Concentration Rank 5

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

8.59 6.37 ng 130869 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.1-dipropvl- 116 C6H16N2 004986-50-9 47
2 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 42
3 Thiophane. propvl- 130 C7H14S 001551-34-4 33
4 Neodecanoic acid 172 C10H2002 026896-20-8 10
5 Oxazolidin-2-one 87 C3H5N02 000497-25-6 9

Abundance Scan 1106 (8.592 min): BF110538.D (-1101) (-) m/z 87.00 100.00%
87.0
5000
41.1
57.0 116.1 130.1
‘ | | 69.0 | 101.0 8.20 8.40 8.60 8.80 9.00
..“.”,”.A:m.nJ”hHJMJ”.HJu e || M/Z 41.10  30.89%
m/z--> 20 30 70 80 90 100 110 120 130 140
Abundance #8257. Hydrazine, 1,1-dipropyl-
87.0
45.0
5000 A S UL R R
8.20 8.40 8.60 8.80 9.00
116.0 m/z 43.00 23.83%
210 ]| s60 700
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87.0
8.20 840 8.60 8.80 9.00
5000 m/z 130.10 22 .70%
27.0 45.0 116.0
‘ ‘ 59.0 101.0
||||||l‘l||||‘|‘||l‘:||U|l‘l‘|||‘||7|3|(?||||‘|M||||||‘|||||||||||||||||||||
m/z--> 20 30 50 70 80 90 100 110 120 130 140 I
Abundance #13582: Thiophane, propyl- — [ e e
87.0 8.20 8.40 8.60 8.80 9.00
m/z 57.05 21.15%
5000
101.0 130.0
55‘ 0 670 115.0
1 Iy |
m/z--> 20 30 40 50 60 70 8IO 9'0 100 110 120 130 140 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 7 Decane, 2,6,7-trimethyl- Concentration Rank 9

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

8.64 5.64 ng 115866 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 80
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 53
3 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 50
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 50
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 47

Abundance Scan 1114 (8.639 min): BF110538.D (-1111) (-) m/z 57.10 100.00%
57.1
5000 10
8.0 1091 840 8.60 8.80 9.00
m/z 71.10 59.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48892: Decane, 2,6,7-trimethyl-
51.0
5000 R RN S LR
8.40 8.60 8.80 9.00
410 m/z 43.05 57.19%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19197: Octane, 2,6-dimethyl-
57.0
410 840 8.60 880 9.00
5000 m/z 41.05 35.97%
‘ 850 113.0
wso | M A 4y weo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95998: Octane, l,l'-OXybiS- LI L LB L B B
57.0 8.40 8.60 8.80 9.00
m/z 56.00 24 .26%
5000
41,0 84.0
111.0
20 L L 1erol4so a7z g0 | MR T TR T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 8 Docosyl pentafluoropropionate Concentration Rank 18

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

9.63 3.10 ng 67334 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 64
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 53
3 5-Ethvldecane 170 C12H26 017302-36-2 53
4 Tetradecane 198 C14H30 000629-59-4 50
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 50

Abundance Scan 1282 (9.628 min): BF110538.D (-1276) (-) m/z 57.05 100.00%
57.0
5000
1120, ko 5ho 3k 1000
e e ' N m/z 43.05 65.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57.0
97.0
5000 LRI UL LRI SR
9.40 9.60 9.80 10.00
m/z 71.10 52 .34%
, L 3?? 181.0 224.0 264.0 308.0 353.0 454.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #48841: Undecane, 5-ethyl-
57.0
940 9.60 9.80 10.00
5000 m/z 41.00 27 .08%
miz--> '"s'o'"iéd"'léd"'zéd"'zsd"'360"'ééd"héd"héd
Abundance #38319: 5-Ethyldecane REmaEES RS S
57.0 9.40 9.60 9.80 10.00
m/z 85.05 18.96%
5000
jgﬁo 1430
‘ | b ‘
m/z--> 50 100 150 200 250 300 350 400 450 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3

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

9.70 7.73 ng 167880 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 1294 (9.698 min): BF110538.D (-1289) (-) m/z 57.10 100.00%
51.1
5000
| o 50 560 50 1000
SN I R 0 Y s — m/z 71.05  74_80%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 L SRR LR IR UG
9.40 9.60 9.80 10.00
99.0 m/z 43.05 69 .53%
| f |y 1410 1830  239.0  296.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
940 9.60 9.80 10.00
5000 m/z 85.05 40.96%
99.0
27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L L L L N LB BB
57.0 9.40 9.60 9.80 10.00
m/z 41.10 31.30%
5000
99.0
| i_]lg | ; 1410 183.0 2250 267.0 309.0  367.0

m/z--> 50 100 150 200 250 300 350 9.40 9.60 9. 80 10. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 10 Hexadecane Concentration Rank 20

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

9.90 2.95 ng 63952 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 58
2 Tetradecane 198 C14H30 000629-59-4 58
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 58
4 Dodecane 170 C12H26 000112-40-3 53
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 53

Abundance Scan 1328 (9.898 min): BF110538.D (-1322) (-) m/z 43.05 100.00%
43.0 163.1
97.0
5000

193.1 ) P
|||| | | 9.60 9.80 10.00 10.20

il W/z 71.05 99.83%

m/z--> 50 100 150 200 250 300 350
Abundance #83027: Hexadecane
57.0
5000 LIS L L L L L L L L LB

9.60 9.80 10.00 10.20
m/z 57.10 95.15%

99.0
Ll 140 1830 226.0
.

27,0
L B
m/z--> 50 100 150 200 250 300 350
Abundance #59881: Tetradecane
57.0
R A s e
9.60 9.80 10.00 10.20
5000 m/z 163.10 86 .56%
2710
— e
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl- L A it E T
57.0 9.60 9.80 10.00 10.20
m/z 41.00 65.47%
5000
99.0
27‘}0‘ Ll 1350 17502050 245.0275.0 315034503860
e T e e e T e I B
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11 Pentadecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.62 3.62ng 78618  Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 91

2 Heneicosane 296 C21H44 000629-94-7 72
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 1451 (10.622 min): BF110538.D (-1447) (-) m/z 57.05 100.00%
5%.0
5000
85'0 Trrryrrrryrrrryrrrr|ri11
1131 4540 10.40 10.60 10.80 11.00
B L L T e e m/z 43.05 50.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
5%.0
5000 LA B L L L L L LB
85.0 10.40 10.60 10.80 11.00
29.0 > m/z 71.10 50.50%
113.0
! | 141.0 183.0 211.0 239.0
B e ma e RN aRE A a e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
e B B E S
10.40 10.60 10.80 11.00
5000 85.0 m/z 41.00 26.03%
29.0
| ‘ L4 11301410 1600 107.0 2250 2530  296.0
R e Es B e e A ARA RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!- L e
57.0 10.40 10.60 10.80 11.00
m/z 85.05 25.17%
5000 85.0
113.0
L ‘ |, 7,410 1830 211.0 239.0 267.0 296.0
T T T e o T T e A RaaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1040 1060 10.80 11.00

8270-BF102318.M Wed Nov 07 16:08:30 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 12 Acetamide, N-(2,5-dimethylp... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.90 7.04 ng 165379 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.5-dimethviphenvl)- 163 C10H13NO 002050-44-4 52
2 1.2-Bis(p-acetoxvphenvl)ethanedione 326 C18H1406 093655-79-9 50
3 2-Propanone. 1-(4-methoxvphenvl)- 164 C10H1202 000122-84-9 43
4 Anisole. p-octvl- 220 C15H240 003307-19-5 43
5 N-Allyl-p-hydroxybenzamide 177 C10H11NO2 090921-72-5 43
Abundance Scan 1498 (10.898 min): BF110538.D (-1492) (-) m/z 121.05 100.00%
57.0 121.1
5000
85.0 163.1

“ \ l | 10.60 10.80 11.00 11.20
ool ."-"H bbb b e e e || M/ 57.000  90.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32868: Acetamide, N-(2,5-dimethylphenyl)-
121.0
5000 163.0 LI L L L L
10 60 10. 80 11. 00 11. 20
m/z 71.10 67.11%
43.0 770
150 | . | 1
R RA L B Raad Ba e Raaas s Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165672: 1,2-Bis(p-acetoxyphenyl)ethanedione
121.0
T
10.60 10.80 11.00 11.20
5000 m/z 43.00 66.79%
163.0
14.0 30,0 650 930 210.0 242.0 2840 326.0
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #33406: 2-Propanone, 1-(4-methoxyphenyl)- R R B
121.0 10.60 10.80 11.00 11.20
m/z 107.00 51.87%
5000
43.0 77.0 16‘4.0
A | |-
R ARad R B B Raad B A BARRARzaRsa s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 13 Phenol, 2-methyl-5-(1-methy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.96 4.98 ng 117016 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 72
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
3 4-Methoxvbenzoic acid. 2.6-dimet... 422 C19H16F604 1000304-50-0 64
4 Pentanoic acid. 5-hvdroxyv-. p-t-... 250 C15H2203 166273-37-6 64
5 1-n-Hexyladamantane 220 C16H28 022458-75-9 59
Abundance Scan 1509 (10.963 min): BF110538.D (-1504) (-) m/z 135.10 100.00%
135.1
5000
411 o5 220.2 10.60 10.80 11.00 11.20
R O B A T i B e e m/z 107.00 13.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #23805: Phenol, 2-methyl-5-(1-methylethyl)-
135.0
5000
10.60 10.80 11.00 11.20
91.0 m/z 136.10 9.24%
39.0
..‘.I.‘l".“.l'..ll‘l.lt.'..,....,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
10.60 10.80 11.00 11.20
5000 m/z 41.10 6.38%
0 s | 206.0
mz-> 50 100 150 200 250 300 350 400
Abundance #219580: 4-Methoxybenzoic acid, 2,6-dimethyl-4-(2,2,2-trif... R EE R E s
135.0 10.60 10.80 11.00 11.20
m/z 121.00 5.95%
5000
77.0
B0 L) ds90 2100 2870 4220
m/z--> 50 100 150 200 250 300 350 400 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 14 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.99 7.82 ng 183788 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(6-Methvl-2-pvridvl)propan-2-one 149 C9H11NO 065702-08-1 58
2 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 53
3 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 43
4 Butanamide. N-(2-methviphenvl)-3... 191 C11H13NO2 000093-68-5 38
5 Phenol, 2-(1,1-dimethylethyl)-5-_.__. 164 C11H160 000088-60-8 35
Abundance Scan 1514 (10.992 min): BF110538.D (-1510) (-) m/z 135.10 100.00%
135.1
5000 107.0
41.0 77.0 1e1.2 10.60 10.80 11.00 11.20 11.40
. 57.0 . ggp 1 .0 | 220.2 - - = = -
L e e e e e m/z 107.00 46.57%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #23645: 1-(6-Methyl-2-pyridyl)propan-2-one
107.0
5000
43.0 10.60 10.80 11.00 11.20 11.40
m/z 149.10 36.25%
63.0 79.0 | 13 ?.0149.0
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #23637: Acetamide, N-(3-methylphenyl)-
107.0
10.60 10.80 11.00 11.20 11.40
5000 149.0 m/z 121.05 25.70%
43.0 770
) , L . | 1
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #54039: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamino...
43.0 149.0 10.60 10.80 11.00 11.20 11.40
m/z 191.20 11.97%
5000
120.0 191.0
...,‘l.‘l‘.?‘?'?.?ﬂl?...1,0.5.'0..,“....,.a‘.. 169.0 e L B R e o RRmms
m/z--> 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 15 Phenol, 4-(1,1-dimethylprop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.02 5.73 ng 134680 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 53
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 52
3 Hexestrol 270 C18H2202 005635-50-7 50
4 Hexestrol. O-acetvl- 312 C20H2403 1000374-87-8 50
5 Hexestrol, O-heptafluorobutyryl- 466 C22H21F703 1000365-31-9 50
Abundance Scan 1519 (11.022 min): BF110538.D (-1517) (-) m/z 135.10 100.00%
136.1
5000 107.0
41.1
I 77.0 191.1 220.2 10.80 11.00 11.20 11.40
T N A m/z 121.00 46.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0
10.80 11.00 11.20 11.40
164.0 m/z 107.00 41.68%
150 410 770 L
s T a0 8 b 10 130 130 150 180 20 230 ok
Abundance #23717: Phenol, m-tert-butyl-
135.0
10.80 11.00 11.20 11.40
5000 m/z 149.05 41.20%
107.0
RGN |
| |
m/z--> ﬁo 40 éo 85 100 150 140 160 180 200 220 240 260
Abundance #119442: Hexestrol
135.0 10.80 11.00 11.20 11.40
m/z 41.10 13.97%
5000 107.0
4.0 770 | 1650 2120 2410 270.0
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 16 unknownl1l1l.05 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.05 3.16 ng 74353 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-t-Butvl-5-Thvdroxv-(2.4.6-trim... 306 C18H2604 092572-63-9 35
2 Phenol. 4-(l1-methvlpropvl)- 150 C10H140 000099-71-8 35
3 Paroxvpropione 150 C9H1002 000070-70-2 27
4 Benzene. l-methoxv-4-propvl- 150 C10H140 000104-45-0 27
5 Isoxazole, 4,5-dihydro-5-[(4-met... 191 C11H13NO2 1000362-14-0 27
Abundance Scan 1524 (11.051 min): BF110538.D (-1521) (-) m/z 149.10 100.00%
149.1
121.1
5000
191.1
55.0 40 10.80 11.00 11.20 11.40
|| q Ll ol gl | 220.1 0
A o AR A Rea s naa s pe m/z 121.05 75.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149721: 2-t-Butyl-5-[hydroxy-(2,4,6-trimethylphenyl)methy...
149.0
5000
10.80 11.00 11.20 11.40
70.0 1210 m/z 107.00 50.29%
430 | e30) | 11750 2030 2490 306.0
m/z--> 25 45 éo éo 160 150 140 160 180 200 220 240 260 280 360
Abundance #23739: Phenol, 4-(1-methylpropyl)-
121.0
10.80 11.00 11.20 11.40
5000 m/z 191.10 17.45%
770 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24390: Paroxyproplone LI L L L L |‘| T
121.0 10.80 11.00 11.20 11.40

m/z 150.10 14 .02%

5000

o 650 0 150.0
15.0 | | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 17 Acetamide, N-(2-methylphenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.13 5.49 ng 128994 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2-methvlphenvl)- 149 C9H11NO 000120-66-1 59
2 Benzene. I1l-(1-methvlethoxv)-3-b... 190 C13H180 098088-47-2 59
3 Phenol. 4-(1.1-dimethvlethvl)-2-._._. 164 C11H160 000098-27-1 43
4 Benzenemethanol. 4-(1.1-dimethvl... 164 C11H160 000877-65-6 43
5 Phenol, 4-(2-methylpropyl)- 150 C10H140 004167-74-2 41

Abundance Scan 1537 (11.127 min): BF110538.D (-1535) (-) m/z 107.00 100.00%
107.0 149.1
121.1
5000 1771
55.0 135.1
41| 0 | 77.0 91.0 10.80 11.00 11.20 11.40
N .l,'. Y TR PSSP T Y m/z 149.10 89.61%
m/z--> 20 60 80 100 120 140 160 180
Abundance #23634: Acetamide, N-(2-methylphenyl)-
107.0
5000
149.0 10.80 11.00 11.20 11.40
43.0 m/z 121.05 69.11%
150 290 | , 63.0 71? 90 || 134.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #53107: Benzene, [1-(1-methylethoxy)-3-butenyl]-
107.0
10.80 11.00 11.20 11.40
5000 m/z 177.10 46.67%
0 149.0
43.0
27\0 \\‘ L 65.0 “ | ol 13%0 .
miz--> 2 40 60 80 100 120 140 160 180 A
Abundance #33644: Phenol, 4-(1,1-dimethylethyl)-2-methyl- L L
149.0 10.80 11.00 11.20 11.40
m/z 55.00 18.33%
5000
164.0
121.0
m/z--> 25 45 eb 85 160 120 150 1éo 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 18 4-(1,1-Dimethylpropyl)pheny... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.17 5.46 ng 128262 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
4-(1.1-Dimethvlpropvlphenvl ace... 206 C13H1802 1000373-45-3 83
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
3 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 78
4 Phenol. 4-(1l.1-dimethvlpropvl)- 164 C11H160 000080-46-6 78
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
Abundance Scan 1544 (11.169 min): BF110538.D (-1542) (-) m/z 135.10 100.00%
135.1
5000
41.0 77.0 107.0 10.80 11.00 11.20 11.40
B[~ o | 205.1 0,
rreerre et et e e e S e e e m/z 107.00 15.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
135.0
5000
10.80 11.00 11.20 11.40
107.0 164.0 m/z 136.10 10.92%
150 430 770 | O IZ%O
m/z--> 20 Jo 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
10.80 11.00 11.20 11.40
5000 m/z 41.05 9.64%
41.0 107.0
170, | | 770 77 163.0 2°§0
m/z--> ﬁo 40 60 80 160 150 140 160 180 200 220 240 260 280 300
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-... L B o
135.0 10.80 11.00 11.20 11.40
m/z 43.00 7.51%
5000
107.0
410 770 | 175.0 2060231025602810 315.0
m/z--> 20 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 300 1080 11.00 1120 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 19 unknownll.22 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.22 3.26 ng 76572 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvithienol2.3-blpvridine 149 C8H7NS 001759-30-4 47
2 4-Methvl-2-tert-octviphenol 220 C15H240 004979-46-8 47
3 Phthalic acid. propvl tridec-2-v... 386 C24H3404 1000315-43-6 43
4 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 42
5 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 42
Abundance Scan 1553 (11.222 min): BF110538.D (-1550) (-) m/z 149.10 100.00%
149.1
5000 83.1
55.0 107.1
39.0 133.0 177.1 11.00 11.20 11.40 11.60

e — m/z 83.10 47.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #23565: 6-Methylthieno[2,3-b]pyridine
149.0
5000 TI T T[T 1T T[Tt rr[rrrrrim
11.00 11.20 11.40 11.60
122.0 m/z 55.00 36.26%
44.0 77.0 104.0
i I 1 | L L Il
R o LA i o e o o B B e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77564: 4-Methyl-2-tert-octylphenol
149.0
N L N EREEE R
11.00 11.20 11.40 11.60
5000 m/z 82.00 33.84%
121.0
41.0 57,0
‘ | 91.0 220.0
“..Hﬁ.nnwu.Nw.h.“..u“.n.“:MFFEQ.,”..,”..;”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #205766: Phthalic acid, propyl tridec-2-yn-1-yl ester B e e e R
149.0 11.00 11.20 11.40 11.60
m/z 107.05 32.96%
5000
27.0 43.0 790 1040 1320 | 1910
R o L i o B o o R e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110538.D

Aca On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 20 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.36 4.91 ng 115347 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 83
3 Octadecane 254 C18H38 000593-45-3 80
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 74
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1577 (11.363 min): BF110538.D (-1573) (-) m/z 57.05 100.00%
57.0
5000
135.0 B —
l g gglol TEE 11.00 11,20 1140 11.60
S N O e m/z 71.10 67.07%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 R DL UL IS LI B
11,00 11.20 11.40 11.60
m/z 43.10 52.21%
2§0| | ,9?0, 141.0 1830 225.0 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
11.00 1120 11.40 11.60
5000 m/z 85.10 43.08%
99.0
2wlj¢uummlmonmzmom% 365.0394.0
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane e
57.0 11.00 11.20 11.40 11.60
m/z 41.10 24 _47%
5000
99.0
27‘1'0“ Iy ’ | ) 1410 1830 29502540
m/z--> 50 100 150 200 25'30 300 350 ' 11.00 11.20 1140 11.60

8270-BF102318.M Wed Nov 07 16:08:36 2018 Page: 23



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110618\
Data File : BF110538.D

Acq On > 7 Nov 2018 1:43

Operator : JU/SJ

Sample : J5822-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
Quant Title : 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... 2.23 12.0 ng 234082 1 6.96 390494 20.0
unknown6.73 6.73 5.8 ng 112991 1 6.96 390494 20.0
Cyclohexanemethan. . . 7.96 3.3 ng 67565 2 8.24 410796 20.0
unknown8 .42 8.42 3.1 ng 63432 2 8.24 410796 20.0
unknown8 .59 8.59 6.4 ng 130869 2 8.24 410796 20.0
Decane, 2,6,7-tri... 8.64 5.6 ng 115866 2 8.24 410796 20.0
Docosyl pentafluo... 9.63 3.1 ng 67334 3 10.00 434153 20.0
Heptadecane, 2,6, ... 9.70 7.7 ng 167880 3 10.00 434153 20.0
Hexadecane 9.90 3.0 ng 63952 3 10.00 434153 20.0
Pentadecane, 2,6,... 10.62 3.6 ng 78618 3 10.00 434153 20.0
Acetamide, N-(2,5... 10.90 7.0 ng 165379 4 11.49 469875 20.0
Phenol, 2-methyl-_.. 10.96 5.0 ng 117016 4 11.49 469875 20.0
1-(6-Methyl-2-pyr... 10.99 7.8 ng 183788 4 11.49 469875 20.0
Phenol, 4-(1,1-di... 11.02 5.7 ng 134680 4 11.49 469875 20.0
unknownl1l.05 11.05 3.2 ng 74353 4 11.49 469875 20.0
Acetamide, N-(2-m... 11.13 5.5 ng 128994 4 11.49 469875 20.0
4-(1,1-Dimethylpr... 11.17 5.5 ng 128262 4 11.49 469875 20.0
unknownll.22 11.22 3.3 ng 76572 4 11.49 469875 20.0
Heptacosane 11.36 4.9 ng 115347 4 11.49 469875 20.0
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