LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089041.D

Aca On 16 Jul 2016 5:03

Operator : UM/SJ

Sample : H4048-04

Misc :

ALS Vial : 27 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-BF063016.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 1.655 4 6 15 rvv 120310 209461 14.09% 1.295%
2 1.770 15 16 24 rVWW 993862 1441362 96.95% 8.912%
3 1.873 24 25 41 rVB3 48298 139964 9.41% 0.865%
4 4.261 232 234 236 rBB 18519 20913 1.41% 0.129%
5 4.821 281 283 289 rBB 136335 209263 14.08% 1.294%
6 5.279 320 323 325 rBVY 1070117 1469946 98.88% 9.088%
7 6.330 412 415 417 rBV 1351456 1442781 97.05% 8.920%
8 6.444 422 425 428 rBV 1492010 1389314 93.45% 8.590%
9 6.673 443 445 448 rBV 465877 387376 26.06% 2.395%
10 6.833 456 459 461 rVB 1377038 1212823 81.58% 7.499%

11 7.244 492 495 497 rBvV 967350 957510 64.41% 5.920%
12 7.359 503 505 508 rvB 16167 19319 1.30% 0.119%
13 7.965 555 558 560 rBvV 449658 491349 33.05% 3.038%
14 9.039 649 652 654 rBVY 1734121 1486646 100.00% 9.192%
15 9.439 684 687 689 rBvV 740895 633434 42.61% 3.916%

16 9.713 708 711 712 rBV 413468 461789 31.06% 2.855%

17 10.159 748 750 751 rvVB 25428 24762 1.67% 0.153%
18 10.376 765 769 770 rBV 10778 17746 1.19% 0.110%
19 10.491 777 779 782 rBV 700133 668910 44.99% 4._.136%
20 10.628 789 791 794 rBV 33867 42909 2.89% 0.265%
21 11.073 828 830 831 rBV 33175 29731 2.00% 0.184%
22 11.188 837 840 843 rvVv 295905 451574 30.38% 2.792%
23 11.256 843 846 848 rVB 41816 36740 2.47% 0.227%
24 11.428 858 861 865 rBv2 8438 19160 1.29% 0.118%
25 11.496 865 867 872 rVB 17451 20238 1.36% 0.125%
26 11.714 884 886 888 rvB 20644 20154 1.36% 0.125%
27 11.794 891 893 896 rBvV 31493 44848 3.02% 0.277%

28 12.388 942 945 947 rBV 197078 170485 11.47% 1.054%
29 12.605 962 964 966 rBV 125495 180214 12.12% 1.114%
30 12.765 976 978 981 rVB 1115748 977470 65.75% 6.043%

31 12.936 990 993 996 rBV 18396 30869 2.08% 0.191%
32 13.005 997 999 1001 rvv2 20399 19576 1.32% 0.121%
33 13.039 1001 1002 1006 rVB3 15855 20755 1.40% 0.128%

34 13.257 1018 1021 1026 rBV2 58526 150166 10.10% 0.928%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089041.D

Aca On 16 Jul 2016 5:03

Operator : UM/SJ

Sample : H4048-04

Misc :

ALS Vial : 27 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-BF063016.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.325 1026 1027 1034 rVB2 17146 31314 2.11% 0.194%
36 13.439 1034 1037 1042 rBV2 9443 23902 1.61% 0.148%
37 13.599 1048 1051 1054 rBV2 6662 20039 1.35% 0.124%
38 13.679 1054 1058 1064 rVB3 45504 71405 4 .80% 0.441%
39 13.805 1066 1069 1070 rBV2 425669 443200 29.81% 2.740%
40 13.908 1075 1078 1079 rBvV2 19059 24965 1.68% 0.154%
41 13.931 1079 1080 1084 rVvB4 13138 21286 1.43% 0.132%
42 14.285 1108 1111 1112 rBvV2 8734 17280 1.16% 0.107%
43 14.319 1112 1114 1117 rVB3 12582 24926 1.68% 0.154%
44 14.514 1127 1131 1133 rBV5 5618 18358 1.23% 0.114%
45 14.651 1141 1143 1145 rVB 19095 21659 1.46% 0.134%
46 14.800 1153 1156 1160 rBV 55839 116927 7.87% 0.723%
47 14.891 1161 1164 1166 rVB 20176 25919 1.74% 0.160%
48 15.062 1176 1179 1181 rVB 28160 41774 2.81% 0.258%
49 15.108 1181 1183 1186 rBV 45610 57600 3.87% 0.356%
50 15.165 1186 1188 1191 rBV 193483 236653 15.92% 1.463%
51 15.600 1223 1226 1228 rBV 11372 21268 1.43% 0.131%
52 16.434 1297 1299 1303 rVB2 16453 28183 1.90% 0.174%
53 16.811 1330 1332 1337 rVB 13810 27797 1.87% 0.172%

Sum of corrected areas: 16174012
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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\BF071516\

BF089041.D

16 Jul 2016 5:03

UM/SsJ

H4048-04

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089041.D
1500000 6.44
6.33 6.83
1.77 5.28
1000000 7.24
500000 6.67
.66 4.82
87 4.26 7.36
Ol e e e e ] e e e o
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089041.D
9(04
1500000
12.77
1000000
9.44 10.49
500000 7.96 971
11.19
12.39
12.61
— T T T T T TS T Ay o Pt e oL S ooy
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089041.D
1500000
1000000
5000007 13.81
15.17
I aB mm4,gg.éé}1§989$§§& 15,60 1643 16,81
O e e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089041.D

Aca On : 16 Jul 2016 5:03

Operator : UM/SJ

Sample : H4048-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

1.87 7.23 ng 139964 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Glvcine 75 C2H5NO02 000056-40-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 2-(3-Bromopropv)-I1.31dioxolane 194 C6H11Br02 062563-07-9 4
5 Formamide, N-methylthio 75 C2H5NS 018952-41-5 4

Abundance Scan 25 (1.873 min): BF089041.D (-24) (-) m/z 75.00 100.00%
75
5000 45
o || s o 180 200 220
s 1 L m/z 73.10 70.51%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 L L L R
1.80 200 2.20
m/z 45.10 43.95%
o | 25\\ H\ > 69| 88 103
'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 60 70 80 90 100 110
Abundance
30
180 200 220
5000 m/z 41.05 25.68%
75
45 57 69
S U SR I SIS UL I UL SULIL LS WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #92: Methane, nitroso- R B
30 1.80 200 220
45 m/z 47.00 16.21%
5000
15
S U SR I SR UL I UL SULIL LS WL A N L L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089041.D

Aca On : 16 Jul 2016 5:03

Operator : UM/SJ

Sample : H4048-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.82 10.80 ng 209263 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 283 (4.821 min): BF089041.D (-281) (-) m/z 43.10 100.00%
a3
59
5000
101 USRS R UL UL S
53 83 | 440 4.60 4.80 5.00 5.20
o I 1 PP VY| M N m/z 59.10 61.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS R UL UL S
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 21.60%
15 31 101
o . 25.° 37, 53 83 \
miz--> e A e A A AR A
Abundance
59
440 4.60 4.80 5.00 520
5000 m/z 58.10 15.00%
43 101
15 by 53 69 83
e S I S SULIULS SURI IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R ma s e REE AR
43 440 4.60 4.80 5.00 5.20
m/z 41.10 10.14%
5000
101
15 58
0 \ 28 7|l 51 | 69 84 )\
m/z--> 10 20 3'0 40 50 6 70 80 90 1(')0 110 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089041.D

Aca On : 16 Jul 2016 5:03

Operator : UM/SJ

Sample : H4048-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.44 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.44 71.73 ng 1389310 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 425 (6.444 min): BF089041.D (-422) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 0 620 640 6.60 6.80
18 54 6 104 : : : :
o S T~ .2!..|,....,..5.‘?,....,....,.1.1.5.,...., - m/z 68.10 47.02%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LI L L L LN LB L
6.20 6.40 6.60 6.80
78 m/z 134.00 31.93%
31
38 44
o N il | PO N | S |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
A i
6.20 6.40 6.60 6.80
5000 m/z 66.10 31.05%
3B 44 - g7 105
51 60 B g 115
MRS RPN VSNSRI A T, ISR | NS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- B L R
132 6.20 6.40 6.60 6.80
m/z 69.10 19.59%
104
5000
51 7
39 65 ‘ oL 115
o < O 2 S YO /N W SN | G A S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089041.D

Aca On : 16 Jul 2016 5:03

Operator : UM/SJ

Sample : H4048-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.26 6.78 ng 150166 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 50
3 Decanamide- 171 C10H21NO 002319-29-1 45
4 Dodecanamide 199 C12H25NO0 001120-16-7 43
5 7-Nonenamide 155 C9H17NO 090949-53-4 42
Abundance Scan 1021 (13.257 min): BF089041.D (-1018) (-) m/z 59.10 100.00%
5o
5000
41 {\A
B oogypze, o T30 1390 13,40 1360
o m/z 72.10 77.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LI B UL BN SRR
13.00 13.20 13.40 13.60
81 m/z 55.10 41.95%
) 2 8112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.00 13.20 13.40 13.60
5000 m/z 41.10 32.44%
43
29 73 97 114128 15140 18419855227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38977: Decanamide- R B A REEERE B L
509 13.00 13.20 13.40 13.60
m/z 43.10 25.69%
h \thwfvydvrj\$k¥d\,\,J\\
43
ol 15 22 1|yt | 7 2001411210617
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF063016.-M Mon Jul 18 18:46:22 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089041.D

Aca On : 16 Jul 2016 5:03

Operator : UM/SJ

Sample : H4048-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.68 3.22 ng 71405 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87
Abundance Scan 1058 (13.679 min): BF089041.D (-1054) (-) m/z 83.10 100.00%
87 83
5000 1 JAA/\/—
) e ' 13.40 13.60 13.80 14.00
o e m/z 57.10 99.49%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #186969: n-Tetracosanol-1
43
5000 83 UL DU BN RN U
13.40 13.60 13.80 14.00
18 ‘”J m/z 55.10 92.36%
I || 140168196 238266 30833
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance
43
' 13.40 13.60 13.80 14.00
5000 83 m/z 43.10 86.54Y%
111
o 139167 196 224 267292 321 462 490
miz--> 0 55 160 1éo 260 250 300 350 460 4%0 '
Abundance #155046: 1-Heneicosanol B A RRREE R
55 83 13.40 13.60 13.80 14.00
m/z 69.10 83.77%
5000 111 v]\V\vw\NAAﬁALN&WJMv‘QNN
29
o | 139167 105 238 266204
miz--> 0 5'0 1(')0 1éo 2(')0 250 3(')0 3&'30 4(')0 4&1,0 ' 13.'40 13.|60 13.|80 14.'00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071516\
Data File : BF089041.D

Acq On 16 Jul 2016 5:03

Operator : UM/SJ

Sample : H4048-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Propane, 1,1-dime... 1.87 7.2 ng 139964 1 6.67 387376 20.0
2-Pentanone, 4-hy... 4.82 10.8 ng 209263 1 6.67 387376 20.0
unknown6 .44 6.44 71.7 ng 1389310 1 6.67 387376 20.0
9-Octadecenamide, ... 13.26 6.8 ng 150166 5 13.81 443200 20.0
n-Tetracosanol-1 13.68 3.2 ng 71405 5 13.81 443200 20.0
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