LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\

Data File : BF098313.D

Aca On : 7 Sep 2017 15:01 Instrument :
Operator : SJ/JU BNA_F

Sample - 15075-01 ClientSampleld :
Misc : 72-11948

ALS Vial : 3 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-BF081517.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 4.251 363 368 376 rvB4 15654 25692 1.47% 0.119%
2 4.793 457 460 463 rVB 21936 24242 1.38% 0.113%
3 4.857 463 471 479 rBvV2 118563 178644 10.19% 0.830%
4 5.063 502 506 508 rBV 42025 41780 2.38% 0.194%
5 5.287 540 544 552 rVB 1637831 1599306 91.21% 7.427%
6 5.351 552 555 558 rVB 27140 26026 1.48% 0.121%
7 5.434 565 569 574 rVB3 23545 28655 1.63% 0.133%
8 5.475 574 576 580 rVB 23162 20933 1.19% 0.097%
9 5.581 590 594 599 rVB2 26083 27659 1.58% 0.128%
10 5.692 605 613 616 rBV3 23937 34536 1.97% 0.160%
11 5.828 629 636 641 rVB2 22577 23540 1.34% 0.109%
12 5.928 650 653 659 rBV3 27217 35028 2.00% 0.163%
13 5.981 659 662 665 rBV 22112 21873 1.25% 0.102%
14 6.116 680 685 688 rBv4 16126 21528 1.23% 0.100%
15 6.210 698 701 704 rBV3 30099 31413 1.79% 0.146%
16 6.328 717 721 728 rBVY 1768813 1753350 100.00% 8.142%
17 6.428 733 738 739 rBV3 14646 23864 1.36% 0.111%
18 6.457 739 743 746 rVV 1882605 1653254 94.29% 7.678%
19 6.522 750 754 759 rBvV4 46721 54294 3.10% 0.252%
20 6.686 778 782 788 rVB 864319 757712 43.22% 3.519%
21 6.745 788 792 795 rBV2 23775 26388 1.51% 0.123%
22 6.839 804 808 811 rBVY 1439748 1227155 69.99% 5.699%
23 6.869 811 813 816 rVB 29053 23490 1.34% 0.109%
24 6.963 825 829 832 rVB3 30016 46683 2.66% 0.217%
25 7.028 838 840 844 rBV2 21485 23745 1.35% 0.110%
26 7.075 846 848 851 rBV3 40333 39137 2.23% 0.182%
27 7.210 867 871 872 rBV2 26339 26015 1.48% 0.121%
28 7.251 874 878 881 rVV 1200284 1041084 59.38% 4 .835%
29 7.286 881 884 887 rVB 76132 75413 4 _.30% 0.350%
30 7.339 887 893 895 rBV4 32410 50770 2.90% 0.236%
31 7.363 895 897 901 rBV2 36745 45120 2.57% 0.210%
32 7.475 913 916 917 rBV2 26197 23971 1.37% 0.111%
33 7.492 917 919 922 rVB2 57894 45583 2.60% 0.212%
34 7.604 935 938 943 rVBY 50515 62841 3.58% 0.292%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\

Data File : BF098313.D

Aca On : 7 Sep 2017 15:01 Instrument :
Operator : SJ/JU BNA_F

Sample - 15075-01 ClientSampleld :
Misc : 72-11948

ALS Vial : 3 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-BF081517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.657 943 947 949 rBV3 23874 29451 1.68% 0.137%
36 7.728 954 959 962 rVB6 35834 44861 2.56% 0.208%
37 7.792 968 970 974 rVB3 30189 30313 1.73% 0.141%
38 7.857 974 981 983 rBV3 40578 65149 3.72% 0.303%
39 7.875 983 984 988 rVB3 28867 22593 1.29% 0.105%
40 7.969 994 1000 1003 rBV 1150207 1021949 58.29% 4.746%
41 8.039 1010 1012 1014 rVB 59951 44500 2.54% 0.207%
42 8.063 1014 1016 1019 rBV3 19849 23257 1.33% 0.108%
43 8.139 1026 1029 1032 rBvV4 20245 25813 1.47% 0.120%
44 8.175 1032 1035 1038 rVB2 53491 43222 2.47% 0.201%
45 8.263 1045 1050 1053 rBV6 41561 62425 3.56% 0.290%
46 8.322 1057 1060 1062 rBV3 41570 43454 2.48% 0.202%
47 8.351 1063 1065 1069 rVB4 35123 36178 2.06% 0.168%
48 8.398 1069 1073 1075 rBvV 105159 110690 6.31% 0.514%
49 8.475 1083 1086 1089 rBV3 27243 25186 1.44% 0.117%
50 8.510 1089 1092 1094 rBV3 44065 40550 2.31% 0.188%
51 8.569 1099 1102 1104 rBV2 75207 62660 3.57% 0.291%
52 8.657 1115 1117 1120 rVB2 23681 25895 1.48% 0.120%
53 8.680 1120 1121 1124 rVB 32727 22739 1.30% 0.106%
54 8.710 1124 1126 1130 rBv4 15072 21634 1.23% 0.100%
55 8.780 1136 1138 1144 rVB5 31553 40479 2.31% 0.188%
56 8.851 1147 1150 1152 rBV3 43232 43259 2.47% 0.201%
57 8.880 1152 1155 1159 rVB5 19186 27849 1.59% 0.129%
58 8.928 1159 1163 1166 rVB5 17397 26697 1.52% 0.124%
59 8.963 1166 1169 1172 rBV3 18841 27489 1.57% 0.128%
60 8.992 1172 1174 1178 rVB2 101862 95030 5.42% 0.441%

61 9.045 1179 1183 1186 rBV 1963157 1724946 98.38% 8.010%
62 9.127 1192 1197 1202 rBV3 92120 132308 7.55% 0.614%

63 9.175 1202 1205 1207 rBvV4 19658 25101 1.43% 0.117%
64 9.357 1232 1236 1238 rBV5 25258 32206 1.84% 0.150%
65 9.445 1246 1251 1254 rBV2 325768 336300 19.18% 1.562%
66 9.475 1254 1256 1259 rVB3 27042 27015 1.54% 0.125%
67 9.539 1264 1267 1272 rVB5 22668 30092 1.72% 0.140%
68 9.592 1272 1276 1279 rBV5 25860 41365 2.36% 0.192%
69 9.633 1280 1283 1285 rVB2 43780 40560 2.31% 0.188%
70 9.657 1285 1287 1292 rBV2 44856 49889 2.85% 0.232%

71 9.722 1292 1298 1301 rBV2 1140550 1020987 58.23% 4.741%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\

Data File : BF098313.D

Aca On : 7 Sep 2017 15:01 Instrument :
Operator : SJ/JU BNA_F

Sample - 15075-01 ClientSampleld :
Misc : 72-11948

ALS Vial : 3 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-BF081517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 9.751 1301 1303 1307 rVvB2 43080 41129 2.35% 0.191%
73 9.927 1330 1333 1338 rVB3 56555 76836 4._.38% 0.357%
74 9.980 1340 1342 1350 rVB6 32115 42566 2.43% 0.198%
75 10.127 1364 1367 1369 rBv4 33765 33042 1.88% 0.153%
76 10.157 1370 1372 1375 rVB 37239 32969 1.88% 0.153%
77 10.269 1388 1391 1398 rBV3 43409 58172 3.32% 0.270%
78 10.380 1407 1410 1415 rVB 73820 85190 4._86% 0.396%

79 10.510 1427 1432 1435 rBV 1057420 950879 54.23% 4.416%
80 10.645 1450 1455 1462 rVB 133045 181758 10.37% 0.844%

81 11.080 1526 1529 1531 rBV2 42341 42486 2.42% 0.197%
82 11.104 1531 1533 1537 rVB2 93135 98416 5.61% 0.457%
83 11.204 1546 1550 1553 rBV 997577 888168 50.66% 4.125%
84 11.227 1553 1554 1557 rVB 110617 58892 3.36% 0.273%
85 11.439 1587 1590 1592 rBV2 64020 73745 4.21% 0.342%
86 11.504 1599 1601 1603 rVB 29663 20093 1.15% 0.093%
87 11.733 1638 1640 1644 rVB2 34827 41541 2.37% 0.193%
88 11.886 1663 1666 1668 rBv4 28412 37021 2.11% 0.172%
89 12.257 1726 1729 1731 rBV2 39043 36890 2.10% 0.171%
90 12.416 1753 1756 1759 rVB 90415 83206 4._.75% 0.386%
91 12.639 1792 1794 1797 rVB 114156 90556 5.16% 0.421%

92 12.786 1813 1819 1828 rVB 1418758 1663449 94.87% 7.725%
93 13.651 1960 1966 1970 rBV2 155343 347936 19.84% 1.616%
94 13.692 1970 1973 1980 rVB4 153963 205081 11.70% 0.952%
95 13.839 1994 1998 2001 rBV 771390 693037 39.53% 3.218%

96 14.268 2067 2071 2076 rBV 170545 328379 18.73% 1.525%
97 15.251 2234 2238 2245 rVB 520183 657440 37 .50% 3.053%

Sum of corrected areas: 21533692
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090717\
BF098313.D
7 Sep 2017 15:01
SJ/Ju
15075-01
3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

0

Abundance TIC: BF098313.D
2000000 6.46
6.33
5.29
1500000 6.84
7.25
1000000
6.69
500000
4.86
o 4.25 4.7 5.06 |5 85147 58.68.8898. 12216 4
B e e  a R  e aaat
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF098313.D
2000000 9|05
12.79
1500000
9.72
.97 10.51 11.20
1000000
500000 .45 136
A 12.64
.23 42
l 1h#4011.781 89 1-2]52 A

Time-->

10.50 11.00 11.50

12.00 12.50 13.00

13.50

Abundance
2000000

1500000

1000000

500000159

TIC: BF098313.D

13.84

15.25

14.27

Time--> 1

4.00 14.50

15.00 15.50 16.00 16.50 17.00 17.50

18.50 19.00

18.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098313.D

Aca On : 7 Sep 2017 15:01

Operator : SJ/JU

Sample : 15075-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown4.866 Concentration Rank 6

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

4._86 4.72 ng 178644 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 37
2 3-Hexanol. 4.4-dimethvl- 130 C8H180 019550-09-5 37
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 2-Octanol. 2.6-dimethvl- 158 C10H220 018479-57-7 25
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 25

Abundance Scan 471 (4.857 min): BF098313.D (-463) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| | 69.0 g3 111.1 4.60 4.80 5.00 5.20
L N MG s FMB MM m/z 59.10 58.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L A L AL
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 20.44%
0 270 | | 890 830920 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0 59.0 70.0
460 4.80 5.00 5.20
5000 m/z 58.00 16.58%
29.0
83.0 101.0
15.0 112.0
G R R R R IS IS LA AR R SARRN BARRN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R L Ak Eams o
43.0 4.60 4.80 5.00 5.20
m/z 41.00 12.51%
57.0
5000
20.0 101.0
o 150 | Il 730 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098313.D

Aca On : 7 Sep 2017 15:01

Operator : SJ/JU

Sample : 15075-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.46 Concentration Rank 1

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

6.46 43.64 ng 1653250 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 743 (6.457 min): BF098313.D (-739) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.1 RS S AR L
40.1 540 115.0 J 6.20 6.40 6.60 6.80
0 e e m/z 68.05 45_.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 98.0 116.0 AR RS S AR A
6.20 6.40 6.60 6.80
m/z 134.00 33.46%
0||||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.00 27 .62%
63.0 g1.0
. 310 490 95.0 112.0
mz-> 20 40 60 80 100 120 140 160 180 1
Abundance #14395: 1,3,5-Trifluorobenzene R L s
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.16%
5000
63.0 81.0
0 3]\-0 4970\ “ | ‘\ | | :\U-%O |
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098313.D

Aca On : 7 Sep 2017 15:01

Operator : SJ/JU

Sample : 15075-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 10

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

8.40 2.17 ng 110690 Naphthalene-d8 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 86
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 64
4 Sulfurous acid. 2-ethvlhexvl pen... 264 C13H2803S 1000309-18-9 53
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 53

Abundance Scan 1073 (8.398 min): BF098313.D (-1069) (-) m/z 57.10 100.00%
57.1
5000
41)0
TR 800 820 840 860 880
o eyl 233 1L Tm/z 71.05  86.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 AR AR LR
a1lo 8.00 820 840 8.60 8.80
85.0 m/z 43.10 55.39%
o 26,0 ‘ - ‘ 130 14101560 1830
m/z--> 20 ' 60 éo 160 120 140 160 180 200
Abundance
57.0
800 820 840 860 880
5000 m/z 41.05 30.22%
41.0
113.0
0L15.0 8.0 142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester A e o
57.0 8.00 820 840 8.60 8.80
m/z 56.05 21.44%
5000
41l0 85.0 113.0
ol 260 | || | ‘ 1290 1550
m/z--> 20 40 60 8|0 100 120 140 1('30 180 200 8.00 8.0 840 860 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098313.D

Aca On : 7 Sep 2017 15:01

Operator : SJ/JU

Sample : 15075-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Tetracontane, 3,5,24-trimet... Concentration Rank 8

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

9.13 2.59 ng 132308 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 80
2 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 80
3 Dodecane 170 C12H26 000112-40-3 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 64

Abundance Scan 1197 (9.127 min): BF098313.D (-1192) (-) m/z 57.10 100.00%
57.1
5000
| 2010, 1901 580 5b0 520 540
- m/z 43.10 64.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #241176: Tetracontane, 3,5,24-trimethyl-
57.0
5000 SRR R R
8.80 9.00 9.20 9.40
m/z 71.10 61.42%
m/z--> 6 55 100 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance
57.0
880 9.00 9.20 9.40
5000 m/z 41.05 42 .66%
105.0
0l15.0 i Mﬂmmmmozwo
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #38315: Dodecane R R mamEE
8.80 9.00 9.20 9.40
m/z 55.05 34 .36%
5000
9.0 170.0

115.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098313.D

Aca On : 7 Sep 2017 15:01

Operator : SJ/JU

Sample : 15075-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Tridecane, 5-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.65 4.09 ng 181758 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 86
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
4 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 78
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 64

Abundance Scan 1456 (10.651 min): BF098313.D (-1450) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00
m/z 71.10 94.53%

1341 183.1205.2

L1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83031: Tridecane, 5-propyl-
57.0

o

5000 T
10.40 10.60 10. 80 11. 00

85.0 m/z 43.10 53.49%

112.0
ol 300 ' ‘ L 1a0 1830 2260
L L R s SEEETEEEE
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
e
10.40 10.60 10.80 11.00
5000 m/z 85.10 35.58%
85.0
29.0 113.0

141.0 183.0 2110 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71407: Dodecane, 2,7,10-trimethyl- A B R R
57.0 10.40 10.60 10.80 11.00
m/z 41.05 23.98%
5000
29.0 85.0
0 \‘ ‘ L “ \11?0 141.0 1830

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098313.D

Aca On : 7 Sep 2017 15:01

Operator : SJ/JU

Sample : 15075-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.22 ng 98416 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Heptadecane 240 C17H36 000629-78-7 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 80
5 Undecane, 5-ethyl-5-propyl- 226 Cl16H34 002755-07-9 78
Abundance Scan 1532 (11.098 min): BF098313.D (-1531) (-) m/z 57.10 100.00%
51.1
5000
L] 1131 1300 2030 2382 10180 1100 1150 1140
Ob e et m/z 71.10 93.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48833: Tridecane
57.0
5000 R BUASR B SRR
29.0 85.0 1080 11,00 1120 11.40
m/z 85.10 47 .33%
m/z--> 25 45 éo éo 160 150 150 1éo 180 200 250 250
Abundance
57.0
85.0 10,80 11,00 1120 11.40
5000 m/z 43.10 43.28%
29.0
. 130 1410 1600 1970 240.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane R R B
57.0 10.80 11.00 11.20 11.40
m/z 184 .05 32.91%
5000 85.0
29.0 113.0 169.0
0---.-‘-‘--‘.‘---1.--‘--.‘----‘.---‘-.-‘---.1-4-9-'9 e 2480 I | S
m/z--> 60 80 100 120 140 160 180 200 220 240 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098313.D

Aca On : 7 Sep 2017 15:01

Operator : SJ/JU

Sample : 15075-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.65 10.04 ng 347936 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 86
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 1966 (13.651 min): BF098313.D (-1960) (-) m/z 57.10 100.00%
5%.1
85.1
5000
113.1 13140 1360 13.80 14.00
141 1 175 1 230.1 13.40 13.60 13.80 14.00
o] ,|| A it | 20 el 3163 m/z 71.10 80.20%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 LS BRI BRI BULSURE B
85.0 13. 40 13 60 13. 80 14. 00
29.0 : m/z 85.10 56.79%
o | k u ““‘ 113.0141.0169.0197.0 226.0
m/z--> 56 160 1éo 260 2%0 360 3éo
Abundance
57.0
" 1340 13.60 13.80 14.00
5000 85.0 m/z 43.10 50.42%
m/z--> 56 160 1éo 260 250 360 3%0
Abundance #202264: Octadecane, 1-iodo- I a  BREEEEES B
57.0 13.40 13.60 13.80 14.00
m/z 55.10 20.57%
5000 85.0
29.0
ol Ll PO 155018300110 2530
m/z--> 5'0 1(')0 1&'30 2(')0 251,0 3(')0 3&'30 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098313.D

Aca On : 7 Sep 2017 15:01

Operator : SJ/JU

Sample : 15075-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.69 5.92 ng 205081 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 72
2 Cvclopentane. decvl- 210 C15H30 001795-21-7 72
3 Cvclopentane. undecvl- 224 C16H32 006785-23-5 64
4 Octacosanol 410 C28H580 000557-61-9 62
5 Thieno[2,3-d]-1,3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 53
Abundance Scan 1973 (13.692 min): BF098313.D (-1970) (-) m/z 83.10 100.00%
55.1|83.1
5000 W\/\J\M\/\A
204 113.40 13.60 13.80 14.00
201.2 328.1 : : : :
Y S, 2041 263.2 m/z 69.10 98.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester
5000 SR AR SR SR B
13.40 13.60 13.80 14.00
m/z 55.10 90.79%
196.0 224.0

[y
N
a1
o

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 69.0
R N REEE S R
13.40 13.60 13.80 14.00
5000 97.0 m/z 97.10 81.68%
125.0
0l15.0 154.0 182.0 210-0 N\R"V‘_/‘kaﬁw

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

Abundance #81259: Cyclopentane, undecyl- AR EEREE L
13.40 13.60 13.80 14.00
m/z 57.10 62.24%
224.0
154.0 196.0
0 e e N ELE

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098313.D

Aca On : 7 Sep 2017 15:01

Operator : SJ/JU

Sample : 15075-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Bromo dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.27 9.48 ng 328379 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2071 (14.268 min): BF098313.D (-2067) (-) m/z 57.10 100.00%
57.1
5000 M/MJ\M
e "0 1420 1440 1480
41.1 253.2 360.2 : : : :
I ,]. I» .J], LIA27512102 2032 3082 3602 0 hnzz  71.10  83.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57.0
5000 LR B B UL B
mmmmmmmm
m/z 85.10 57.88%
‘ ‘ 99.0 169.0
o5 Ll j1ss0 T aa80
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14,00 14.20 14.40 14.60
5000 m/z 43.10 57 .00%
99.0
o 141.0 183.0 225.0 2670 309.0 367.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane R EEEEE RS
57.0 14.00 14.20 14.40 14.60
m/z 69.10 23.73%
5000
99.0
o | | 1410 183.0 2250 267.0 3090 351.0 437.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(|)O ! 14'00 14. 20 14. 40 14 60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090717\
Data File : BF098313.D

Acq On : 7 Sep 2017 15:01

Operator : SJ/JU

Sample : 15075-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
unknown4 .866 4._.86 4.7 ng 178644 1 6.69 757712 20.0
unknown6 .46 6.46 43.6 ng 1653250 1 6.69 757712 20.0
Dodecane, 2,7,10-... 8.40 2.2 ng 110690 2 7.97 1021950 20.0
Tetracontane, 3,5... 9.13 2.6 ng 132308 3 9.72 1020990 20.0
Tridecane, 5-propyl- 10.65 4.1 ng 181758 4 11.20 888168 20.0
Tridecane 11.10 2.2 ng 98416 4 11.20 888168 20.0
Hexadecane 13.65 10.0 ng 347936 5 13.84 693037 20.0
Trichloroacetic a... 13.69 5.9 ng 205081 5 13.84 693037 20.0
2-Bromo dodecane 14 .27 9.5 ng 328379 5 13.84 693037 20.0
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