LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 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-BF060517.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 1.557 9 12 31 rBv 174799 354325 27.98% 2.222%
2 4.463 502 506 519 rBV2 22427 66879 5.28% 0.419%
3 5.192 626 630 656 rBV 235376 772339 60.98% 4.842%
4 6.128 785 789 796 rVB3 17350 28056 2.22% 0.176%
5 6.439 833 842 847 rBV5 17585 32565 2.57% 0.204%
6 6.504 847 853 858 rBV3 16065 25496 2.01% 0.160%
7 6.722 883 890 896 rBV7Y 14089 33850 2.67% 0.212%
8 6.881 913 917 927 rBV 280042 693449 54.75% 4.348%
9 6.957 927 930 940 rVB 493724 965147 76.20% 6.051%
10 7.098 951 954 961 rVB3 29698 45594 3.60% 0.286%
11 7.228 974 976 983 rVB5 19354 31636 2.50% 0.198%
12 7.292 983 987 997 rBV 287932 424964 33.55% 2.664%
13 7.386 1000 1003 1007 rvB2 32288 34789 2.75% 0.218%
14 7.439 1007 1012 1015 rBv4 21819 37105 2.93% 0.233%
15 7.528 1023 1027 1036 rBV 573810 875233 69.10% 5.487%
16 7.692 1052 1055 1058 rBV3 22907 32278 2.55% 0.202%
17 7.733 1058 1062 1065 rvv3 34635 58367 4.61% 0.366%
18 7.833 1075 1079 1081 rvv3 25275 33926 2.68% 0.213%
19 7.875 1082 1086 1090 rvv3 58595 93360 7.37% 0.585%
20 8.086 1115 1122 1124 rBV5 25443 47219 3.73% 0.296%
21 8.110 1124 1126 1131 rVB5 20568 26381 2.08% 0.165%
22 8.175 1131 1137 1141 rBvV2 59918 88286 6.97% 0.554%

23 8.216 1141 1144 1159 rVvVv 226150 483993 38.21% 3.034%
24 8.333 1159 1164 1173 rVB5 59923 121085 9.56% 0.759%

25 8.469 1183 1187 1190 rBV 35342 43792 3.46% 0.275%
26 8.510 1190 1194 1198 rVV5 13480 27153 2.14% 0.170%
27 8.557 1198 1202 1206 rVB 85178 104328 8.24% 0.654%
28 8.604 1206 1210 1212 rBV4 16121 26478 2.09% 0.166%
29 8.627 1212 1214 1218 rVB2 37476 36764 2.90% 0.230%
30 8.733 1226 1232 1235 rVV3 74071 106685 8.42% 0.669%
31 8.763 1235 1237 1240 rVV 51912 56361 4.45% 0.353%
32 8.804 1241 1244 1247 rVB4 19772 26122 2.06% 0.164%
33 8.933 1259 1266 1271 rBV6 41441 93127 7.35% 0.584%
34 8.986 1271 1275 1278 rVV4 24797 36340 2.87% 0.228%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 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-BF060517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.039 1278 1284 1288 rVB6 37868 76068 6.01% 0.477%
36 9.110 1288 1296 1299 rBV5 33588 71849 5.67% 0.450%
37 9.186 1305 1309 1315 rVB2 47045 64411 5.09% 0.404%
38 9.239 1315 1318 1322 rBV5 19046 27018 2.13% 0.169%

39 9.322 1324 1332 1345 rBvV 397909 760140 60.02% 4._.766%
40 9.422 1345 1349 1357 rVB3 130438 206108 16.27% 1.292%

41 9.551 1363 1371 1376 rVB 110115 147078 11.61% 0.922%
42 9.692 1391 1395 1400 rVB6 42765 70562 5.57% 0.442%
43 9.763 1403 1407 1411 rBVS5 32804 52161 4.12% 0.327%
44 9.863 1420 1424 1433 rBv4 68612 119749 9.45% 0.751%
45 9.957 1433 1440 1444 rBVS5 60607 117225 9.26% 0.735%

46 10.004 1444 1448 1451 rBV3 45415 47968 3.79% 0.301%
47 10.063 1451 1458 1464 rBV7 56502 90659 7.16% 0.568%
48 10.133 1464 1470 1474 rBV 246472 342901 27.07% 2.150%
49 10.327 1497 1503 1504 rBV5 24451 38816 3.06% 0.243%
50 10.357 1504 1508 1510 rVV3 36468 55408 4._37% 0.347%
51 10.386 1510 1513 1514 rVV3 34726 39693 3.13% 0.249%
52 10.410 1514 1517 1522 rVB2 95857 136933 10.81% 0.859%
53 10.504 1530 1533 1539 rVV5 45626 75874 5.99% 0.476%
54 10.563 1541 1543 1548 rVB3 58021 75763 5.98% 0.475%
55 10.663 1554 1560 1563 rVB6 37681 74156 5.85% 0.465%
56 10.698 1563 1566 1568 rVv4 23635 27126 2.14% 0.170%
57 10.727 1568 1571 1574 rVV4 27259 36074 2.85% 0.226%
58 10.757 1574 1576 1580 rVv4 26545 31455 2.48% 0.197%
59 10.869 1591 1595 1598 rVV2 106018 150211 11.86% 0.942%
60 10.904 1598 1601 1606 rVV6 48703 89768 7.09% 0.563%
61 10.951 1606 1609 1613 rVB4 25134 30965 2.44% 0.194%
62 11.004 1615 1618 1621 rVV3 22807 33744 2.66% 0.212%
63 11.039 1622 1624 1626 rVV3 27610 34312 2.71% 0.215%
64 11.063 1626 1628 1630 rVVv2 43147 50845 4.01% 0.319%

65 11.104 1630 1635 1646 rVvVv 955245 1266571 100.00% 7.941%

66 11.333 1667 1674 1679 rVB4 89910 184918 14.60% 1.159%

67 11.398 1681 1685 1690 rVB7 47101 80927 6.39% 0.507%
68 11.451 1690 1694 1698 rVB6 22906 34068 2.69% 0.214%
69 11.516 1702 1705 1711 rBV3 34879 59438 4.69% 0.373%
70 11.580 1712 1716 1720 rBV7 22888 33461 2.64% 0.210%
71 11.627 1720 1724 1728 rBV3 42593 65838 5.20% 0.413%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 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-BF060517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 11.668 1728 1731 1736 rVB3 75764 102023 8.06% 0.640%
73 11.733 1736 1742 1743 rBV5 27584 47451 3.75% 0.298%
74 11.751 1743 1745 1747 rVV3 30275 29651 2.34% 0.186%

75 11.804 1747 1754 1757 rVV2 78712 176133 13.91% 1.104%

76 11.845 1757 1761 1765 rVB 228393 284203 22.44% 1.782%
77 12.004 1782 1788 1796 rVB7 48108 114590 9.05% 0.718%

78 12.098 1801 1804 1807 rBV5 17161 27247 2.15% 0.171%
79 12.145 1807 1812 1817 rBV2 401305 548776 43.33% 3.441%
80 12.186 1817 1819 1824 rVB3 47231 70378 5.56% 0.441%
81 12.357 1846 1848 1854 rVB6 18235 31238 2.47% 0.196%
82 12.410 1854 1857 1864 rVB5 22212 33691 2.66% 0.211%
83 12.521 1871 1876 1880 rBV7 25425 50978 4.02% 0.320%
84 12.651 1894 1898 1903 rBV5 21554 43408 3.43% 0.272%
85 12.704 1903 1907 1911 rVB5 30164 48406 3.82% 0.303%
86 12.998 1954 1957 1961 rBV2 26233 32236 2.55% 0.202%
87 13.051 1963 1966 1974 rVBS8 24168 45548 3.60% 0.286%
88 13.357 2011 2018 2023 rBV 46517 74482 5.88% 0.467%

89 13.445 2029 2033 2049 rVB 278470 468326 36.98% 2.936%
90 13.792 2085 2092 2096 rBV 80413 130187 10.28% 0.816%

91 14.539 2215 2219 2225 rBV 345534 479314 37.84% 3.005%

92 15.398 2363 2365 2369 rBV5 23981 30742 2.43% 0.193%
93 15.562 2391 2393 2400 rVB5 31330 42991 3.39% 0.270%
94 16.680 2580 2583 2588 rBV3 47615 67339 5.32% 0.422%

95 16.921 2619 2624 2632 rVB 623469 775053 61.19% 4 _.859%

96 18.274 2850 2854 2858 rBV 302260 398188 31.44% 2.497%
97 18.397 2871 2875 2876 rBV2 69786 88240 6.97% 0.553%
98 19.092 2991 2993 2994 rBV 65804 53523 4.23% 0.336%
99 19.309 3027 3030 3033 rBV2 138903 184300 14.55% 1.156%
100 19.944 3135 3138 3147 rVB2 341688 607311 47.95% 3.808%

Sum of corrected areas: 15949686
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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:\HPCHEMI\BNA F\DATA\BF062117\

BF096092.D

21 Jun 2017 19:19

SJ/MA

13736-06 2X

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 20

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

4._.46 3.15 ng 66879 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 7
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 5
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 5

Abundance Scan 505 (4.457 min): BF096092.D (-502) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0

83.0 420 4.40 4.60 4.80
e e e | M/Z 59.00  64.31%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 R R

59.0 420 4.40 4.60 4.80
m/z 101.00 22.17Y%
15.0 31.0 101.0 b
...,”t.,”.Wﬂ”.uﬂh..,”:.,”..,”..?%9.,”.:J”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e e
57.0 420 4.40 4.60 4.80
5000 m/z 58.00 15.37%
20.0 101.0
15.0 73.0 83.0
e L e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one S
43.0 420 440 460 480

m/z 41.00 10.57%

5000
55.0
150 270
‘ 1 Ll \ 7.0 830 98.0
SRMEESS Y NS Y SRR SPY PR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.96 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.96 45.42 ng 965147 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 931 (6.963 min): BF096092.D (-927) (-) m/z 132.00 100.00%
13%.0
5000 68.0 j\
96.0 IIIIIIIIIIIIIIIIIIII
401 541 6.60 6.80 7.00 7.20
82.0 1Ll I — m/z 68.05 35.74%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
67.0

5000 e
6.60 6.80 7.00 7.20

41.0 97.0
‘ ‘ 117.0 m/z 134.00 31.92%
Ao ge L
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
B A e e N
69.0 1040 6.60 6.80 7.00 7.20
5000 ' m/z 66.05 20.77%
31.0 510
e I B o N A ML i o o o LA B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.60 6.80 7.00 7.20

m/z 96.00 13.08%

74.0
5000 98.0 116.0
S PV SO I O APV Y:|

m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Naphthalene, decahydro-, tr... Concentration Rank 11

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

7.87 4.39 ng 93360 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 98
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 95
3 1.1"-Bicvclopentvl 138 C10H18 001636-39-1 93
4 Cvclodecene 138 C10H18 003618-12-0 83
5 Spiro[4.5]decane 138 C10H18 000176-63-6 74

Abundance Scan 1085 (7.869 min): BF096092.D (-1082) (-) m/z 68.10 100.00%
681 821 138.1
41.0 96.0
5000 55.1
1111
|
SBMNBMBIBIMSIS NSMB 11 NSNS |1 NN | NS OB | SN m/z 67.05 94.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16924: Naphthalene, decahydro-, trans-
6710 138.0
82.0
41.0 9.0
5000 e
55.0 7.60 7.80 8.00 8.20
27.0 109.0 m/z 82.10 91.03%
”I”'W'”'I“'W'”'P"I'“'P"W'“'P'”I“'}E%RI'”P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67.0 96.0 138.0
8o N R L R UL
7.60 7.80 8.00 8.20
5000 410 o m/z 138.10 82.31%
= 109.0
27.0
123.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16865: 1,1'-Bicyclopentyl A mam
68.0 7.60 7.80 8.00 8.20
820 96.0 m/z 69.05 79.77%
5000 410
138.0
55.0 109.0
27.0
'W'“MP'“MM'WJN'P”Ei““”ﬁh'Pwml“'w'“?ﬁ%gl“'ﬁ'“' R RS SR U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Oxalic acid, allyl pentadec... Concentration Rank 18

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

8.33 3.19 ng 121085 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. allvl pentadecvl ester 340 C20H3604 1000309-24-3 64
2 Nonadecane 268 C19H40 000629-92-5 59
3 Decane. 2-methvl- 156 C11H24 006975-98-0 59
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 50
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 50

Abundance Scan 1163 (8.328 min): BF096092.D (-1159) (-) m/z 57.05 100.00%
57.0
83.1
5000
109.1 131.0 154.1 800 820 840 8.60
S m/z 43.05 89.27%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #176817: Oxalic acid, allyl pentadecy! ester
41.0
5000 SR SR SRR
71.0 8.00 8.20 8.40 8.60
97.0 m/z 71.05 67.42%
‘ ‘ h‘ HH 125.0 255.0
mz-> 20 Jo eb 80 160 120 140 160 180 200 220 240 260
Abundance
57.0
800 820 840 860
5000 85.0 m/z 41.00 66.95%
29.0
1130 1410 1690 197.0 268.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28432: Decane, 2-methyl- e A RAREE
43.0 8.00 8.20 8.40 8.60
m/z 55.10 65.84%
5000 71.0
miz-> 20 40 6|0 8|0 100 12'0 14'10 160 180 200 220 240 260 800 820 840 860
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown9.42 Concentration Rank 9

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

9.42 5.42 ng 206108 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene. 3.4-dimethvl- 168 Cl12H24 050871-03-9 38
2 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 38
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 38
4 Ether. hexvl pentvl 172 C11H240 032357-83-8 38
5 Hexadecane 226 C16H34 000544-76-3 38

Abundance Scan 1349 (9.422 min): BF096092.D (-1345) (-) m/z 57.10 100.00%
57.1

5000

9.00 9.20 9.40 9.60 9.80
m/z 43.10 84 .14%

miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36798: 1-Decene, 3,4-dimethyl-
57.0
5000 [TTrr[rrrr[rrrrprrrrpro
41.0 9.00 9.20 9.40 9.60 9.80
830 1120 m/z 71.05 51.65%
25J(£ 1l \‘ | | 1400 1680
L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
e
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.10 44.49%
41.0
%0 130 141.0
25.0 : 184.0
L e e ==
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #71408: Dodecane, 2,6,11-trimethyl- B EEE e
43.0 1.0 9.00 9.20 9.40 9.60 9.80
m/z 55.05 35.19%
5000
27,0
H I ‘ I ‘ 9710 w | 1410 1690  197.02130
= = T e s e =L e
miz--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Undecane, 3,6-dimethyl- Concentration Rank 13

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

9.55 3.87 ng 147078 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 83
2 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 80
3 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 72
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 64
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64

Abundance Scan 1371 (9.551 min): BF096092.D (-1363) (-) m/z 57.05 100.00%
57.0
5000 43.0 711
T e e
85 1 99.11132 13311480 9.20 9.40 9.60 9.80
..,....,..”,....,....,...w... m/z 71.10 41.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
5000 LA SR R LS
43.0 710 920 9.40 9.60 9.80
29.0 850 m/z 43.05 41.19%
T 99.0 1130157 141 0155.0160.0 184.0
mz> 20 40 6 8 1bo 1o w0 160 1%
Abundance
57.0
920 940 960 980
5000 43.0 m/z 41.10 22 .53%
71.0
29.0
98.0 113.0157.0141.0155.0169.0 184.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #172311: Sulfurous acid, decy! 2-ethylhexyl ester R B .
57.0 9.20 9.40 9.60 9.80
1.0 m/z 55.05 13.65%
5000 43.0
85.0
29.0 113.0
] s 141.0

m/z--> 20 40 60 80 100 120 140 160 180 9. 20 9.40 9.60 9.80

8270-BF060517.M Thu Jun 22 18:19:02 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Cyclohexane, (4-methylpentyl)- Concentration Rank 19

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

9.86 3.15 ng 119749 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 72
2 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 64
3 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 64
4 Cvclohexane. hexvl- 168 C12H24 004292-75-5 59
5 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 53

Abundance Scan 1424 (9.863 min): BF096092.D (-1420) (-) m/z 83.10 100.00%
1
5000
97.1 T T e
111.1124.1 1451 1682 9.60 9.80 10.00 10.20
m/z 55.05 78 .04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 L L UL UL SR
410 9.60 9.80 10.00 10.20
69.0 m/z 82.10 67.57%
270 “ oL 97011101250 140.0153.0 1680
m/z--> 20 Jo 60 80 100 120 140 160
Abundance
55.0 83.0
4Lo '9.60 9.80 10.00 10.20
5000 ' m/z 41.05 41.92%
27.0
14.0 68.0 96.0 149 9 124.0
miz--> 20 40 60 80 100 120 140 160
Abundance #27051: Cyclohexane, pentyl- e RARRS Bam s
83.0 9.60 9.80 10.00 10.20
m/z 67.10 26.31%
55.0
5000
41.0
27.0 69.0 154.0
S o N e =1 - N R
m/z--> 20 40 60 80 100 120 140 160 9.60 9.80 10.00 10.20

8270-BF060517.M Thu Jun 22 18:19:03 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Octane, 3,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.13 9.02 ng 342901 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
2 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 72
3 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 53
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 50
5 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 50
Abundance Scan 1469 (10.127 min): BF096092.D (-1464) (-) m/z 57.10 100.00%
51.1
- 1 e 9.80 10.00 10.20 10.40
: m/z 71.10 74 _.45%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19198: Octane, 3,6-dimethyl-
57.0
5000
9.80 10.00 10.20 10.40
29.0 113.0 m/z 43.05 54 . 79%
| 1 I iy 85\ 0 “ 142.0
m/z--> 0 20 40 60 80 100 120 150 160 180 200 220 240
Abundance
57.0
9.80 10.00 10.20 10.40
5000 m/z 41.05 31.44%
84.0
29.0 112.0
131.0 1990 243.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1834: Butane, 2,2-dimethyl- B REREE EE e
43.0 9.80 10.00 10.20 10.40
71.0 m/z 56.10 23.66%
5000
=0 )
mz> 6 2 0 60 80 100 130 140 1% 180 200 230 250 9.80 10.00 10.20 10.40

8270-BF060517.M Thu Jun 22 18:19:03 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.41 3.60 ng 136933 Naphthalene-d8 9.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 58
2 Hexacosane 366 C26H54 000630-01-3 58
3 Tetradecane. 1l-chloro- 232 C14H29cClI 002425-54-9 53
4 Hexatriacontane 507 C36H74 000630-06-8 53
5 Tridecane 184 C13H28 000629-50-5 49
Abundance Scan 1517 (10.410 min): BF096092.D (-1514) (-) m/z 57.10 100.00%
57.1
5000
131.1 USRS BN B PN
11780 10.00 10.20 10.40 10.60 10.800
..”,..ur”...”,”.w.”.“.”,“.w.”.,”.w.”.“.”,”. m/z 43.10 71.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 AR R B A N
mmmmmmmmmm
m/z 71.10 63.82%
“‘ |1130 160.0 225.0 281.0 337.0 393.0 4630  561.0 615.0
m/z--> 55 160 1%0 200 250 300 350 400 4%0 500 séo 660
Abundance
57.0
10,00 10.20 10.40 10.60 10.80
5000 m/z 41.05 37.37%
1130 1690 2250 2950 367.0
m/z--> 55 160 1%0 200 250 300 350 400 4%0 560 séo 660
Abundance #87666: Tetradecane, 1-chloro- A B o
57.0 10.00 10.20 10.40 10.60 10.80
m/z 85.10 32.63%
5000
05.0
] LL\ 161.0 232.0
m/z--> 5'0 1(')0 150 200 250 300 350 400 4&1;0 5(')0 5&1;0 6(|)O 10. oo 10. 20 10 40 10. 60 10 80

8270-BF060517.M Thu Jun 22 18:19:04 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Heptylcyclohexane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.87 5.47 ng 150211 Acenaphthene-d10 12.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvlcvclohexane 182 C13H26 005617-41-4 52
2 Cvclohexane. 1.1"-(1l.4-butanediv... 222 C16H30 006165-44-2 50
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 43
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 43
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 38
Abundance Scan 1595 (10.869 min): BF096092.D (-1591) (-) m/z 83.10 100.00%
570 83.1
5000
39 121 1451 1821 10,60 10.80 11.00 1120
m/z 57.05 79 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47280: Heptylcyclohexane
83.0
55.0
5000 RN UM SRR SR
10,60 10.80 11.00 11.20
m/z 55.05 71.10%
S = R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83.0
55.0 SRR UM SRR B
10.60 10.80 11.00 11.20
5000 m/z 82.10 67 .79%
29.0 109.0 1390 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17969: Cyclohexane, butyl- R T e R
83.0 10.60 10.80 11.00 11.20
m/z 41.10 56.91%
55.0
5000
29.0 140.0
SN O N P N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20

8270-BF060517.M Thu Jun 22 18:19:05 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 unknown10.90 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.90 3.27 ng 89768 Acenaphthene-d10 12.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvyl decvl ester 278 C14H3003S 1000309-17-7 38
2 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 38
3 Sulfurous acid. decvl 2-propvl e... 264 C13H2803S 1000309-12-1 38
4 Heneicosane 296 C21H44 000629-94-7 35
5 Hexatriacontane 507 C36H74 000630-06-8 35
Abundance Scan 1600 (10.898 min): BF096092.D (-1598) (-) m/z 43.10 100.00%
431
5000 85.1
179.2
69.1 147.1163.1 T
113.1 | 1060 1080 11.00 11.20
S| NS S S m/z 57.10 50.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0
5000 85.0 L A B U SRR
0 10.60 10.80 11.00 11.20
41 m/z 85.10 47.55%
26.0 “‘ Lo ue0 M0 4750 1030
m/z--> 25 Jo 65 éo 160 150 150 1éo 180 260
Abundance
57.0
10.60 10.80 11.00 11.20
5000 m/z 41.10 36.76%
41.0 85.0
26.0 120140055
m/z--> 25 Jo 65 éo 160 150 150 1éo 1éo 260
Abundance #113723: Sulfurous acid, decy! 2-propy! ester R R B
43.0 10.60 10.80 11.00 11.20
m/z 71.10 35.25%
5000 85.0
69
270 “\ LS00 1 00 1250110 150 o050
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 1('30 180 2(')0 10.|60 10.80 11.00 11.20

8270-BF060517.M Thu Jun 22 18:19:06 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Tritetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.33 6.74 ng 184918 Acenaphthene-d10 12.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 58
2 Tetratetracontane 619 C44H90 007098-22-8 53
3 10-MethvlInonadecane 282 C20H42 056862-62-5 52
4 Pentadecane 212 C15H32 000629-62-9 52
5 Nonadecane 268 C19H40 000629-92-5 52
Abundance Scan 1673 (11.327 min): BF096092.D (-1667) (-) m/z 57.10 100.00%
57.1
5000
J ol 11/00 11170 1140 1160
e e L e m/z 43.05 80.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 L SRR BRI UL B

11,00 11.20 11.40 11.60
m/z 71.10 61.03%

i

111.0 160.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R R N B UM
11.00 11.20 11.40 11.60
5000 m/z 41.10 45.85%

113.0 1690 225 o 281. o 337.0 3930 463.0 561.0 615.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129494: 10-Methylnonadecane R a R mamEE L
57.0 11.00 11.20 11.40 11.60
m/z 85.10 41.99%
5000
154.0
1L ' 2670
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 11. 00 11. 20 11. 40 11. 60

8270-BF060517.M Thu Jun 22 18:19:07 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 unknownll.67 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.67 3.72 ng 102023 Acenaphthene-d10 12.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 38
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 38
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 38
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 38
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 38
Abundance Scan 1731 (11.668 min): BF096092.D (-1728) (-) m/z 193.15 100.00%
198.2
156.1
69.1
41.0 141.0
5000
11.40 11.60 11.80 12.00
AT | NN | M m/z 156.10 77.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28481: Naphthalene, 2,7-dimethyl-
156.0
5000 141.0
11.40 11.60 11.80 12.00
470 m/z 69.10 67 .93%
: 115.0
_zo SO ) eo . ol
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0 e
11.40 11.60 11.80 12.00
5000 m/z 141.00 59.12%
115.0
o70 510 760 o o
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28504: Naphthalene, 1,5-dimethyl-
156.0 11.40 11.60 11.80 12.00
141.0 m/z 41.05 54 _.81%
5000
77.0 115.0
T ,??'9.‘,.5}ﬁ9 T H‘l' "9?]0""'| e '\"'dh‘l U SR I R AR SUNLE SR SR
m/z--> 20 40 60 80 100 120 140 160 180 11.40 11.60 11.80 12.00

8270-BF060517.M Thu Jun 22 18:19:07 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl12.00 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.00 4.18 ng 114590 Acenaphthene-d10 12.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 46
2 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 45
3 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 35
4 Trichloroacetic acid. tridecvl e... 344 C15H27CI1302 074339-51-8 30
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 27
Abundance Scan 1787 (11.998 min): BF096092.D (-1782) (-) m/z 193.20 100.00%
430  69.1 193.2
109.1
5000 851
137.1
7.0
1r1.2 11.60 11.80 12.00 12.20 12.40
m/z 43.05 93.94Y%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #72869: 2-Ethyl-1-dodecanol
57.0
41,0
5000 VR AU B
83.0 nmnmnmnmnm
111.0 m/z 69.10 93.51%
L L1390 1680 1960
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
55.0
11/60 11.80 12.00 12.20 12.40
5000 97.0 m/z 57.10 78.71%
20.0 o 126.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #47291: Cyclopentane, 1-pentyl-2-propyl- L e
69.0 11.60 11.80 12.00 12.20 12.40
m/z 41.10 77.27%
5000 41.0 111.0
1390
24(**“’ asso %R0 et
m/z--> 60 80 100 120 140 160 180 200 nmnmnmnmnm

8270-BF060517.M Thu Jun 22 18:19:08 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Heptadecane, 7-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.79 5.43 ng 130187 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 80
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 64
Abundance Scan 2092 (13.792 min): BF096092.D (-2085) (-) m/z 57.10 100.00%
571.1
% M3 1 61 140 15160 1550 14100 1450
m/z 71.10 83.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105892: Heptadecane, 7-methyl-
57.0
5000 SRR SURUR B SO B
85.0 13.40 13,60 13.80 14.00 14.20
112.0 m/z 43.10 53.01%
29.0 ‘ ‘ 1400 1680
-.-‘=‘--.‘---H‘.--”=-.‘l---“.--‘-‘-.----a---- e 20702300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 85.05 28.71%
29.0 85.0
130 1410 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71411: Dodecane, 2,6,11-trimethyl- B B a B
57.0 13.40 13.60 13.80 14.00 14.20
m/z 41.05 24 _17%
5000
29.0 ‘ 850
Do CM30 1410 1690 1970
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240 13.40 13,60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .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 Tricosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.40 4.43 ng 88240 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 53
2 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 43
3 4-Hvdroxvmethvlene-2.6-dimethvl-... 182 C11H1802 1000186-81-5 38
4 Hexadecane 226 C16H34 000544-76-3 35
5 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1000309-15-8 35
Abundance Scan 2875 (18.397 min): BF096092.D (-2871) (-) m/z 57.10 100.00%
57.1

5000

18.00 18.20 18.40 18.60 18.80
m/z 71.10 83.61%

248.1

197.1221.1 287.3313.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164577: Tricosane
57.0

5000 85.0 R EEEEEEEE
18. OO 18. 20 18 40 18. 60 18 80

m/z 43.10 68.31%

29.0 324.0
‘ ‘\ ‘\ | h | 11'?0\14\10\16?0\1970 2250 2530 2810 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57.0

18.00 18.20 18.40 18.60 18.80
5000 m/z 69.10 63.01%

29.0 85.0 1130

vmmwmﬁwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #47021: 4-Hydroxymethylene-2,6-dimethyl-oct-7-en-3-one R EREREREE T
43.0 18.00 18.20 18.40 18.60 18.80
m/z 85.10 36.26%
71.0
5000 127.0
99.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 00 18. 20 18 40 18. 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096092.D

Aca On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.31 6.07 ng 184300 Perylene-di12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 86
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 38
3 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 38
4 Thiazole. 4.5-dimethvl-2-(4-meth... 282 C12H14N202S2 1000263-85-7 38
5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 35
Abundance Scan 3030 (19.309 min): BF096092.D (-3027) (-) m/z 59.00 100.00%
59.0
5000
Dot 126106001001 23612683202 23202 3572 19.00 19.20 19.40 19.60
b e i m/z 72.10 74.32%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 UM

19.IOO 19.20 19.I4O 19.60
m/z 55.10  48.50%

29.0
: \‘ i
]

6.0 126.0
| 00se0nsa0 230 o
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
R A RREE SRS EEE SRy
19.00 19.20 19.40 19.60
5000 m/z 41.10 30.08%
91.0 141.0169.0196.0 229.0
L B e o e e e I A e e A LA A e o o o o
m/z--> 50 100 150 200 250 300 350
Abundance #174696: 13-Docosenamide, (2)- e A RERREEEEE
59.0 19.00 19.20 19.40 19.60
m/z 69.10 28.30%
5000
29.0 97.0 1960 337.0
., ,154.0184.0 2340 276.0 308.Q |
P e T R A RREE RS
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062117\
Data File : BF096092.D

Acq On : 21 Jun 2017 19:19

Operator : SJ/MA

Sample : 13736-06 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.46 3.1 ng 66879 1 7.29 424964 20.0
unknown6 .96 6.96 45.4 ng 965147 1 7.29 424964 20.0
Naphthalene, deca... 7.87 4.4 ng 93360 1 7.29 424964 20.0
Oxalic acid, ally... 8.33 3.2 ng 121085 2 9.33 760140 20.0
unknown9 .42 9.42 5.4 ng 206108 2 9.33 760140 20.0
Undecane, 3,6-dim... 9.55 3.9 ng 147078 2 9.33 760140 20.0
Cyclohexane, (4-m... 9.86 3.1 ng 119749 2 9.33 760140 20.0
Octane, 3,6-dimet... 10.13 9.0 ng 342901 2 9.33 760140 20.0
Tetratetracontane 10.41 3.6 ng 136933 2 9.33 760140 20.0
Heptylcyclohexane 10.87 5.5 ng 150211 3 12.14 548776 20.0
unknown10.90 10.90 3.3 ng 89768 3 12.14 548776 20.0
Tritetracontane 11.33 6.7 ng 184918 3 12.14 548776 20.0
unknownll.67 11.67 3.7 ng 102023 3 12.14 548776 20.0
unknownl12 .00 12.00 4.2 ng 114590 3 12.14 548776 20.0
Heptadecane, 7-me... 13.79 5.4 ng 130187 4 14.54 479314 20.0
Tricosane 18.40 4.4 ng 88240 5 18.27 398188 20.0
9-Octadecenamide, ... 19.31 6.1 ng 184300 6 19.94 607311 20.0
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