LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\

Data File : BF082669.D

Aca On : 3 Nov 2015 19:19 Instrument :

Operator : UM/1Z ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : G4242-01 cwc-4-2015p1102
isc :

ALS Vial : 16 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-BF103015.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 4.384 198 201 207 rBv 160265 233502 5.13% 0.490%
2 4.853 240 242 251 rBV 159435 185891 4.08% 0.390%
3 5.059 256 260 262 rBVY 1593847 2117068 46.51% 4_.441%
4 5.482 294 297 299 rBVY 3163048 4025734 88.44% 8.445%
5 6.510 384 387 389 rBVY 2901463 4264909 93.70% 8.947%
6 6.647 396 399 401 rBVY 3646936 4285601 94.15% 8.991%
7 6.876 417 419 421 rBV 1501373 1195611 26.27% 2.508%
8 7.036 430 433 435 rBVY 3958832 3408995 74.89% 7.152%
9 7.436 465 468 470 rBVY 2870040 2583981 56.77% 5.421%
10 7.527 474 476 478 rVB 55027 53895 1.18% 0.113%
11 8.065 521 523 526 rBV 38596 55445 1.22% 0.116%

12 8.168 529 532 534 rBV 1465014 1520277 33.40% 3.189%
13 9.242 624 626 629 rVB 4935668 4551789 100.00% 9.549%
14 9.630 658 660 663 rBv 617077 809684 17.79% 1.699%
15 9.916 683 685 688 rBv2 1507294 1647767 36.20% 3.457%

16 10.339 719 722 723 rBV 50574 47589 1.05% 0.100%
17 10.362 723 724 726 rVB 97896 79395 1.74% 0.167%
18 10.705 752 754 756 rBV 3450215 3117862 68.50% 6.541%
19 10.842 763 766 769 rvVv 85041 142663 3.13% 0.299%
20 10.934 772 774 777 rVB 35708 57609 1.27% 0.121%

21 11.185 792 796 800 rVvB3 36946 68771 1.51% 0.144%
22 11.288 800 805 806 rBvV 125675 127710 2.81% 0.268%
23 11.402 813 815 816 rBV 2008943 1683696 36.99% 3.532%
24 11.425 816 817 819 rvv 274270 199595 4._.38% 0.419%

25 11.471 819 821 823 rVvB2 43573 58671 1.29% 0.123%
26 11.642 833 836 840 rBv2 178501 206122 4_.53% 0.432%
27 11.711 840 842 846 rVB 87588 83404 1.83% 0.175%
28 11.859 853 855 858 rBv4 51901 73610 1.62% 0.154%
29 11.939 860 862 864 rvv3 521775 588339 12.93% 1.234%
30 12.019 867 869 873 rvB2 38121 80312 1.76% 0.168%
31 12.191 882 884 889 rvB2 105057 150531 3.31% 0.316%
32 12.465 906 908 911 rBv4 48350 77530 1.70% 0.163%
33 12.614 919 921 923 rBV 274155 253819 5.58% 0.532%
34 12.648 923 924 928 rVB3 43300 49210 1.08% 0.103%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\

Data File : BF082669.D

Aca On : 3 Nov 2015 19:19 Instrument :

Operator : UM/1Z gﬁgiéamlem'

353"“0 le : G4242-01 cwc-4-2015p1102
isc :

ALS Vial : 16 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:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.728 929 931 933 rBV 150223 155817 3.42% 0.327%

36 12.842 938 941 943 rVB 189450 219714 4._.83% 0.461%
37 12.991 952 954 957 rVB 4104075 4220493 92.72% 8.854%
38 13.242 972 976 977 rBv4 30343 50792 1.12% 0.107%
39 13.551 1000 1003 1004 rBV 37492 55378 1.22% 0.116%
40 13.860 1026 1030 1031 rBVZ2 203182 209839 4.61% 0.440%

41 13.905 1031 1034 1039 rvv4 386756 619750 13.62% 1.300%
42 14.042 1043 1046 1052 rVB 1411850 1458595 32.04% 3.060%
43 14.191 1057 1059 1061 rBV 321414 276736 6.08% 0.581%
44 14.237 1061 1063 1064 rBVY 323029 396054 8.70% 0.831%
45 14.260 1064 1065 1066 rBVY 135769 102848 2.26% 0.216%

46 14.591 1088 1094 1096 rBV3 63261 143013 3.14% 0.300%
47 14.934 1122 1124 1126 rVB 339744 320384 7.04% 0.672%

48 15.082 1135 1137 1141 rBV 42827 96655 2.12% 0.203%

49 15.380 1161 1163 1165 rBV 36367 48301 1.06% 0.101%

50 15.437 1166 1168 1171 rVB 43027 50431 1.11% 0.106%

51 15.505 1171 1174 1177 rBV 879081 1031943 22.67% 2.165%

52 16.043 1219 1221 1226 rBV6 33888 74125 1.63% 0.156%

53 16.911 1294 1297 1303 rVB3 22960 50181 1.10% 0.105%
Sum of corrected areas: 47667636

8270-BF103015.M Wed Nov 04 12:23:32 2015 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\

Data File : BF082669.D

Aca On : 3 Nov 2015 19:19

Operator : UM/I1Z

ﬁ?ggle i G4242-01 CWC-4-20151102
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF082669.D
4000000 7.04
6.65
5.48
3000000 6.51 7.44
2000000
1000000
4.38 4.85 7.53 8.0)
-t Nt
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082669.D
9|24
12.99
4000000
10.70
3000000
2000000 11.40
9.92 14.04
1000000
9.63 11.94
y 13.91} 1. 14.93
4 12 1386 341%
. 1936 ||10803111462 .g'ﬁiii‘il.#.dz?-w 12.41?}&%% 13.24 1355 2% 1450 |15,
e i e R i e e e e e e I e e
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082669.D
4000000
3000000
2000000
1000000 15.51
o 153 16.04 16.91
R B e e e o e B o o o e N S B |
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\

Data File : BF082669.D

Aca On : 3 Nov 2015 19:19

Operator : UM/I1Z

ﬁ?ggle i G4242-01 CWC-4-20151102
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown4.38 Concentration Rank 8

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

4._.38 3.91 ng 233502 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butvn-2-ol. 2-methvl- 84 C5H80 000115-19-5 47
2 2-Butenoic acid. 4-nitrophenvl e... 207 C10H9NO4 014617-88-0 42
3 2-Butene. l1-bromo-3-methvl- 148 C5H9Br 000870-63-3 38
4 Cvclopropane carboxamide. 2-cvcl... 207 C13H21NO 331416-19-4 36
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 36

Abundance Scan 201 (4.384 min): BF082669.D (-198) (-) m/z 41.10 100.00%
411 69.1
5000
207.1 400 420 440 4.60 4.80
147.1
0 ....I . 28l1 3210 m/z 69.10  99.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #1403: 3-Butyn-2-ol, 2-methyl-
69.0
s000{ 430 R R L L
4.00 4.20 4.40 4.60 4.80
m/z 43.05 55.66%
0 ““mJW““ﬁHWH“P“WH“PHW““V“'““'“'““'HWH“'“W“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
410 690
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.10 43 .48%
0 109.0 139.0 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #21960: 2-Butene, 1-bromo-3-methyl- A Ry
41.0 69.0 4.00 4.20 4.40 4.60 4.80

m/z 39.10 17.20%

5000

‘\‘ 150.0

O a .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\

Data File : BF082669.D

Aca On : 3 Nov 2015 19:19

Operator : UM/I1Z

ﬁ?ggle i G4242-01 CWC-4-20151102
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown4.85 Concentration Rank 10

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

4.85 3.11 ng 185891 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl-2-nitro- 131 C6H13NO2 034075-28-0 38
2 Zinc. bis(3-methyl-2-butenvl)- 202 C10H18Zn 066094-28-8 38
3 Cvclopropane. 1.1.2-trimethvl- 84 C6H12 004127-45-1 33
4 1-Butene. 2.3-dimethvyl- 84 C6H12 000563-78-0 33
5 2-Pentene, 4-methyl- 84 CG6H12 004461-48-7 33

Abundance Scan 242 (4.853 min): BF082669.D (-240) (-) m/z 41.10 100.00%
411
69.1
5000 A
460 4.80 500 520
o 147.1 2071 m/z 69.10  66.47%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #13439: Butane, 2,3-dimethyl-2-nitro-
41.0
69.0
5000 R LR UL SN

4.60 4.80 5.00 5.20

18.0 ‘ m/z 39.10 37.90%
0 h\‘ \M\\ \\M MHM A !
R o BRAES mEE S R e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0 69.0
A e
4.60 4.80 5.00 5.20
5000 m/z 43.10 32.75%
0 95.0 134.0 202.0
L e B B LI B e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #1496: Cyclopropane, 1,1,2-trimethyl- A e
41.0 4.60 4.80 5.00 5.20
m/z 42.10 12.86%
69.0
5000
15.0‘ ‘
0.,...‘.,.‘a‘..‘ﬁ“...“l,.‘.‘..,....,....,....,....,....,....,....,..
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\

Data File : BF082669.D

Aca On : 3 Nov 2015 19:19

Operator : UM/I1Z

ﬁ?ggle i G4242-01 CWC-4-20151102
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 35.41 ng 2117070 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 260 (5.059 min): BF082669.D (-256) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 e
| 711 831 | 4.80 500 5.20 5.40
Obrrrprrrr el e b m/z 59.10 63.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L I UL
59.0 480 500 520 5.40
m/z 101.10 21.03%
ﬁ%o . | 83.0 101.0
S R A LA KRR RAN RN KRR RARLA REAAS SRR LAASN SARAN LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
" 480 5.00 520 540
5000 1.0 m/z 58.10 15.39%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e
43.0 4.80 500 5.20 5.40
m/z 41.10 9.49%
5000
101.0
150 310 | 80490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\

Data File : BF082669.D

Aca On : 3 Nov 2015 19:19

Operator : UM/I1Z

ﬁ?ggle i G4242-01 CWC-4-20151102
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.64 2.45 ng 206122 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 95
2 l1-Heptadecene 238 C17H34 006765-39-5 91
3 1-Pentadecanol 228 C15H320 000629-76-5 91
4 1-Heptadecanol 256 C17H360 001454-85-9 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91
Abundance Scan 836 (11.642 min): BF082669.D (-833) (-) m/z 55.10 100.00%
B g
5000
139.1 11.40 11.60 11.80 12.00
ol 1o 1962 m/z 57.10  80.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53621: Cyclotetradecane
55.0
83.0
%0001 599 11,40 11,60 11.80 12.00
111.0 m/z 83.10 78 .80%
. | “ | ‘\ ‘ | 1390 1680 1960
m/z--> 20 40 60 80 160 120 150 160 180 260 220 240
Abundance
57.0 83.0
" 11.40 11,60 11.80 12.00
5000 m/z 43.05 75.71%
29.0 111.0
o 140.0 168.0 210.0 238.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75205: 1-Pentadecanol T T T
41.0 83.0 11.40 11.60 11.80 12.00
m/z 69.10 75 .53%
5000 111.0
ol 1801 H 1650 | | | w0 120 2100
m/z--> 20 40 60 8 100 120 140 160 180 200 220 240 11140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\

Data File : BF082669.D

Aca On : 3 Nov 2015 19:19

Operator : UM/I1Z

ﬁ?ggle i G4242-01 CWC-4-20151102
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.94 6.99 ng 588339 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 25
Abundance Scan 862 (11.939 min): BF082669.D (-860) (-) m/z 73.05 100.00%
431 730
5000
129.1
97.1 L e i o S R
157.1 1852 2132 256.3 1160 11.80 12.00 1220 '
O el ' m/z 43.10 98.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 R AR AR R

11,60 11.80 12.00 12.20
m/z 60.05 89.38%

0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
R e aaany!
11.60 11.80 12.00 12.20
5000 m/z 55.10 78.19%
129.0
256.0
o K7L T Y N S T MMM MM S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid ST T
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.10 75.51%
5000
129.0 242.0
‘ ‘ oo ‘ 171.0 199.0
A 0 YN .-~V -~ Y- SN OOV |V WY W, WO W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. OO 12. 20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF110315\

BF082669.D

3 Nov 2015 19:19

umzi1z

G4242-01 CWC-4-20151102
16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.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 Tetradecanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.73 2.14 ng 155817 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 Dodecanoic acid 200 C12H2402 000143-07-7 58
3 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 25
4 2H-Pvran-2-one. tetrahvdro-4-hvd... 130 C6H1003 000503-48-0 11
5 1-Heptadecanol, acetate 298 C19H3802 000822-20-8 11

Abundance Scan 931 (12.728 min): BF082669.D (-929) (-) m/z 43.10 100.00%
.0
5000
12.40 12,60 12,80 13.00
0! m/z 73.05 99 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000
129.0 12.40 12.60 12.80 13.00
970 185.0 228.0 m/z 57.10 94 .38%
ol ,.d S JM..M‘ bbbkt 0 ,ﬁ,,‘,,,, B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
12.40 12,60 12,80 13.00
5000 1290 m/z 60.10 86.53%
29.0 85.0 157.0
ol 107.0 200.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33929: N-Cyclooct-4-enylacetamide
43.0 82.0 12.40 12.60 12.80 13.00
m/z 55.10 78.70%
5000
0! e A ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF103015.M Wed Nov 04 12:23:40 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\

Data File : BF082669.D

Aca On : 3 Nov 2015 19:19

Operator : UM/I1Z

ﬁ?ggle i G4242-01 CWC-4-20151102
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.91 8.50 ng 619750 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
5 Cyclohexadecane 224 C16H32 000295-65-8 87
Abundance Scan 1034 (13.905 min): BF082669.D (-1031) (-) m/z 57.10 100.00%
St 971
5000
1231 13.60 13.80 14.00 14.20
I} Ak oy de82 2101 om0 el o g,
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43.0 97.0
5000 00 R AR SR R U
anmmmmm
125.0 m/z 83.10 92.14%
o150, | \ h‘ﬁ5401820210023802660
m/z--> 55 oo 150 260 2%0 360 3éo
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 43.10 88.52%
29.0
25.0
0 153.0182.0210.0 252.0280.0
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #144923: 2- Chloropropionic acid, octadecy! ester R AR
51.0 970 13.60 13.80 14.00 14.20
: m/z 97.10 81.25%
5000 wfvﬂvfdkduvﬂ\“ngN\_vNN\
125.0
29.0
2500
ol .U.H.‘, H (or01820 2220°770 2970 3600 e e
m/z--> 50 100 150 200 250 300 350 1360 1380 1400 14.20

8270-BF103015.M Wed Nov 04 12:23:41 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\
Data File : BF082669.D

Aca On : 3 Nov 2015 19:19

Operator : UM/I1Z

Sample : 64242-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-Indole, 2-methyl-3-phenyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.19 3.79 ng 276736 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 50
2 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 43
3 (2.3-Diphenvicvclopropvmethyl ... 332 C22H200S 131758-71-9 40
4 Cvclopentene-1-carboxvlic acid. ... 332 C23H2402 1000159-40-6 40
5 Methadone N-oxide 325 C21H27N0O2 1000120-80-7 40

Abundance Scan 1059 (14.191 min): BF082669.D (-1057) (-) m/z 91.10 100.00%
91.1
5000
178.1 13.80 14.00 14.20 14.40 14.60
65.1
LA gl 2481 2811 85520 7712910 0 67.47%
m/z--> 50 100 150 200 250 300 350
Abundance #60955: 1H-Indole, 2-methyl-3-phenyl-
207.0
5000 U AR BARES B
13.80 14.00 14.20 14.40 14.60
130.0 m/z 207.15 62 .84%
00 eao 1020 0 1RO |
m/z--> " s0 100 150 200 250 300 350
Abundance
207.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 206.10 23.86%
165.0
m/z--> " s0 100 150 200 250 300 350
Abundance #133902: (2,3-Diphenylcyclopropylymethyl phenyl sulfoxide, ... R R e
91.0 129.0 13.80 14.00 14.20 14.40 14.60
m/z 105.10 18.16%
5000
207.0
oL 39090 | || 1780, 316.0
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40 14.60

8270-BF103015.M Wed Nov 04 12:23:47 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\
Data File : BF082669.D

Aca On : 3 Nov 2015 19:19

Operator : UM/I1Z

Sample : 64242-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Methadone N-oxide Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.24 5.43 ng 396054 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 64
2 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 50
3 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 46
4 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 43
5 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 38

Abundance Scan 1063 (14.237 min): BF082669.D (-1061) (-) m/z 91.10 100.00%
207.1
129.1
5000
178.1
43.1 1521 14.00 14.20 14.40 14.60
Olrrrprrrpbrrto bt b e b el 2452 2811 m/z 207.10  98.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130347: Methadone N-oxide
129.0 207.0
72.0
5000
14.00 14.20 14.40 14.60
105.0 m/z 129.10 77 .55%
0...,”.?ﬁ?uh.unh.n.,J;kpltw%?%?ﬁiiﬁﬁw.,uu.,”..P..w.?Za?”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
207.0
e A et
129.0 14.00 14.20 14.40 14.60
5000 m/z 206.10 34 .90%
91.0
67.0
) 41.0 152.0 178.0 2310 274.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60954: 1H-Indole, 1-methyl-2-phenyl- A e
207.0 14.00 14.20 14.40 14.60
m/z 128.10 21.20%
5000
oL 27.0 510 77.0 103.0 130.0 1650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60

8270-BF103015.M Wed Nov 04 12:23:52 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\

Data File : BF082669.D

Aca On : 3 Nov 2015 19:19

Operator : UM/I1Z

ﬁ?ggle i G4242-01 CWC-4-20151102
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.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 Squalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .93 6.21 ng 320384 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 72
Abundance Scan 1124 (14.934 min): BF082669.D (-1122) (-) m/z 69.10 100.00%
69.1 N
5000
I e N
137.2 14.60 14.80 15.00 15.20
O g BNy a7122082 2882 sz 81.10  51.83%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
14.60 14.80 15.00 15.20
m/z 41.10 25.39%
o L MMMMO%Oﬂ%ZQ 191.0 231.0 273.0 341.0 410.0
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance
69.0
14.60 14.80 15.00 15.20
5000 m/z 95.10 13.02%
137.0
o 29.0 105.0 191.0 231.0 273.0 341.0 410.0
miz--> 0 éo 160 1éo 260 2%0 360 3%0 460
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal L e
69.0 14.60 14.80 15.00 15.20
m/z 68.05 12.46%
5000
J 137.0
G RUNE WO I .Y N IR DO RIY| S
miz--> 0 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF103015.

M Wed Nov 04 12:23:53 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110315\

Data File : BF082669.D

Acg On : 3 Nov 2015 19:19

Operator : UM/1Z

3?22'6 i G4242-01 CWC-4-20151102
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .38 4_.38 3.9 ng 233502 1 6.88 1195610 20.0
unknown4 .85 4.85 3.1 ng 185891 1 6.88 1195610 20.0
2-Pentanone, 4-hy... 5.06 35.4 ng 2117070 1 6.88 1195610 20.0
Cyclotetradecane 11.64 2.5 ng 206122 4 11.40 1683700 20.0
Tridecanoic acid 11.94 7.0 ng 588339 4 11.40 1683700 20.0
Tetradecanoic acid 12.73 2.1 ng 155817 5 14.04 1458600 20.0
1-Nonadecene 13.91 8.5 ng 619750 5 14.04 1458600 20.0
1H-Indole, 2-meth... 14.19 3.8 ng 276736 5 14.04 1458600 20.0
Methadone N-oxide 14.24 5.4 ng 396054 5 14.04 1458600 20.0
Squalene 14.93 6.2 ng 320384 6 15.51 1031940 20.0
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