LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF070916\

Data File : BF088885.D

Aca On 9 Jul 2016 21:59 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22Ie : H3813-24 25X e L

ALS Vial : 23 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

1.804 17 19 44 rVB 215312 292979 9.78% 3.555%

1

2 5.301 323 325 327 rBB 26386 30574 1.02% 0.371%

3 6.479 426 428 430 rBB 76188 60242 2.01% 0.731%

4 6.719 447 449 451 rBB 549483 454036 15.16% 5.510%

5 6.867 461 462 464 rBB 47979 57833 1.93% 0.702%
7.279 496 498 500 rBB 63075 51495 1.72% 0.625%

8.010 559 562 564 rBvV 431303 580962 19.39% 7 .050%
9.085 653 656 658 rBvV 92275 110659 3.69% 1.343%
9.759 712 715 717 rVB 531302 679653 22.69% 8.248%
10.536 781 783 785 rBB 556227 50296 1.68% 0.610%

=
QO ~NO®

11 10.936 814 818 820 rBV 648605 768556 25.66% 9.327%
12 11.233 841 844 846 rVB 613740 683088 22.80% 8.290%
13 11.805 889 894 897 rBV2 1682259 2995549 100.00% 36.353%
14 12.559 958 960 966 rBv2 170945 241005 8.05% 2.925%
15 12.811 980 982 984 rBV 114607 96430 3.22% 1.170%

16 13.851 1071 1073 1075 rBV 507225 447756 14.95% 5.434%
17 15.222 1191 1193 1196 rBV 267356 390693 13.04% 4.741%

18 15.874 1247 1250 1256 rVB3 38239 102790 3.43% 1.247%
19 16.045 1262 1265 1268 rVB 86007 145673 4._86% 1.768%

Sum of corrected areas: 8240269
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1I\BNA F\DATA\BF070916\
Data File : BF088885.D

Aca On 9 Jul 2016 21:59

Operator : UM/SJ

Sample : H3813-24 25X

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF088885.D
1500000
1000000
6.72
500000
1.80
o=t A A
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: BF088885.D
11180
1500000
1000000
9.76
500000 8.01
12.56
9.08 12.81
; 10.54 \
o .,A e e e e e e e B e et e
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: BF088885.D
1500000
1000000
13.85
500000
15.22
15.846:05
17 ——— ——— ——— — — ——— ———
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 : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088885.D

Aca On 9 Jul 2016 21:59

Operator : UM/SJ

Sample : H3813-24 25X

Misc :

ALS Vial : 23 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 2 unknown6.48 Concentration Rank 7

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

6.48 2.65 ng 60242 1,4-Dichlorobenzene-d4 6.72
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 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 428 (6.479 min): BF088885.D (-426) (-) m/z 132.00 100.00%
32
5000 68
96 IESE RS LRSS SRR
40 o 54 | 75 104 6.20 6.40 6.60 6.80
0.W.H.P.HPL.W:L.P.”,”.W.H.P.”,M.W.H.P.”,h.w.. m/z 68.10 43.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR RS LRSS SRR
6.20 6.40 6.60 6.80
31 78 m/z 134.00 31.97%
38
0"P'”J“J“'h'N'”I”'“'”'P'”I”'W'”'P"W'“'I““ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 27 .39%
33 44 o g7 105
0 "P"'I""P"'?%"éﬁ'"I"7?I'?ﬁI'"W""I}}ﬁl""l”"l"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4—Trifluorobenzene T Ay [Trrr T
132 6.20 6.40 6.60 6.80
m/z 69.10 17.40%
5000 63 o1
mz> % 90 40 %0 6 70 80 9 100 110 130 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088885.D

Aca On 9 Jul 2016 21:59

Operator : UM/SJ

Sample : H3813-24 25X

Misc :

ALS Vial : 23 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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.94 22.50 ng 768556 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 81
5 2,5-Cyclohexadiene-1,4-dione, 2,... 176 C6H2CI1202 000615-93-0 22
Abundance Scan 818 (10.936 min): BF088885.D (-814) (-) m/z 73.10 100.00%
60 B
43
5000
5 e b
mmmmnmnm
0 m/z 60.00 82.02%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
60 73
43
5000 129 LA LI L L L LN L LB
185 mmmmnmnm :
2‘9 H 97 115 143 o 171 - 298 m/z 43.10 65.88%
0|EI-|5||‘|||‘iU||Hl”‘|‘l‘l‘ H ‘ MH M‘ . ‘....‘lu‘.‘..lu‘...‘l .2.1.1.|....
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
43 60 73
10. 60 10. 80 11. oo 11'20 '
5000 129 m/z 41.10 60.78%
29 85 115 11
97
185 214
L1 143 157 197
m/z--> 25 4b eb éo 160 120 140 160 1éo 260 250
Abundance #61122: Dodecanoic acid R m e
73 mmmmnmnm
60 m/z 55.10 59.04%
5000 43 129
85 1s 157
101
143 171 200
T I— (1 Y .“ s R |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1060 1080 1100 1120
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088885.D

Aca On 9 Jul 2016 21:59

Operator : UM/SJ

Sample : H3813-24 25X

Misc :

ALS Vial : 23 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.80 87.71 ng 2995550 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 81
Abundance Scan 894 (11.805 min): BF088885.D (-889) (-) m/z 73.05 100.00%
43 60 ?
5000 129
97 115 213 LRI URURA SUNRULS BN B
143157171185, ¢ 227 547 256 11.40 11.60 11.80 12.00 12.20
ol a m/z 60.05 78.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 R U U B
umnmnmnmnm
m/ 43.10 77 .00Y%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11:40 11.60 11.80 12.00 12.20
5000 129 m/z 55.10 65.99%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #72646: Tridecanoic acid R R
43 60 78 11.40 11.60 11.80 12.00 12.20
m/z 57.10 64 .30%
5000 - e
“ T? 01115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088885.D

Aca On 9 Jul 2016 21:59

Operator : UM/SJ

Sample : H3813-24 25X

Misc :

ALS Vial : 23 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 6 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.56 10.77 ng 241005 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 30
4 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 25
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 25
Abundance Scan 960 (12.559 min): BF088885.D (-958) (-) m/z 73.00 100.00%
43 7B
57 h
5000
129
o1 LN BASA BUULN SR
115 185
14315717177 199 241 12.20 12.40 12.60 12.80
o il 2 | "w/z 43.10 93.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 LR BARRR B AR B
nmnmnmnm
m/z 57.10 80.06%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> RN BARA BUULSN BN
12.20 12.40 12.60 12.80
5000 129 m/z 60.00 80.01%
29 a7
115 | 143 199 242
101 185
L1 157171 213597
mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #186646: Oxalic acid, allyl hexadecy! ester T
41 12.20 12.40 12.60 12.80
m/z 55.10 71.00%
57
5000
83
0 \T [ 125139 269
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 12%0 '
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088885.D

Aca On 9 Jul 2016 21:59

Operator : UM/SJ

Sample : H3813-24 25X

Misc :

ALS Vial : 23 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 unknownl5.87 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.87 5.26 ng 102790 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro-7-phenvltropone 216 C13HOCIO 090128-01-1 25
2 1H-Pvridol2.3-b1-1.4-benzodiazep... 215 C12H13N30 084772-31-6 25
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 25
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 25
5 5-Benzoyl-3H-imidazole-4-carboxy... 215 C11H9N302 1000317-72-1 22
Abundance Scan 1250 (15.874 min): BF088885.D (-1247) (-) m/z 215.20 100.00%
215
5000 a3
67 2 100 149
173 233 370 SN, S S N
I J| | 081 | 15.60 15.80 16.00 16.20
0 = m/z 43.10 53.10%
m/z--> 50 100 150 200 250 300 350
Abundance #74267: 2-Chloro-7-phenyltropone
215
5000 A BN SUNIUL SUNILN I
15.60 15.80 16.00 16.20
152 m/z 216.20 52.50%
76 188
28 51 | 108127 J\ L |
m/z--> 50 100 150 200 250 300 350
Abundance
215
186 15.60 15.80 16.00 16.20
5000 m/z 55.10 50.33%
90
a7 119 145
L L L L WL WL SR
m/z--> 50 100 150 200 250 300 350
Abundance #74411: Pyrene, 1-methyl- B R
216 15.60 15.80 16.00 16.20
m/z 93.10 42 _.17%
5000
95 189
ol14 39 63 | j122 163 |
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\
Data File : BF088885.D

Aca On 9 Jul 2016 21:59

Operator : UM/SJ

Sample : H3813-24 25X

Misc :

ALS Vial : 23 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 Cholestan-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.05 7.46 ng 145673 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-one 386 C27H460 015600-08-5 86
2 Cholestan-2-one 386 C27H460 1000210-43-4 55
3 Preanane-3.20-dione. (5.beta.)- 316 C21H3202 000128-23-4 50
4 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 25
5 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 25
Abundance Scan 1265 (16.045 min): BF088885.D (-1262) (-) m/z 231.20 100.00%
281
81
55 120 161
316
5000 213
386
189 353 R
4 | | | 15.80 16.00 16.20 16.40
0 At L Tm/z 81.10  73.81%
m/z--> 50 100 150 200 250 300 350
Abundance #205858: Cholestan-3-one
43 231
81 122
5000 386 TTTT TTTT TTTT TTTT TTT

I I I I
15.80 16.00 16.20 16.40
163 m/z 95.10 70.09%
”‘ 189 Z%F | 263 300 342
uill 4l 1l

I || | | L

oL— i
50

ol

| | W A gl L - d
, . st
m/z--> 1 150 200 250 300 350
Abundance
231
B RAmaS B
386 15.80 16.00 16.20 16.40
5000] 43 m/z 55.10 68.72%
81
109 197
135 163
o 63 262 283301 328 357
L e e B I e o e T

m/z--> 50 100 150 200 250 300 350
Abundance #158310: Pregnane-3,20-dione, (5.beta.)- R A BaA T B s

43 15.80 16.00 16.20 16.40

m/z 161.10 61.52%
5000
81 246
107 298
4 135 176 213 o |1
04— I{kﬁ L\ H S

m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF070916\
Data File : BF088885.D

Acq On 9 Jul 2016 21:59

Operator : UM/SJ

Sample - H3813-24 25X

Misc :

ALS Vial : 23 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]
unknown6 .48 6.48 2.6 ng 60242 1 6.72 454036 20.0
Tetradecanoic acid 10.94 22.5 ng 768556 4 11.23 683088 20.0
n-Hexadecanoic acid 11.80 87.7 ng 2995550 4 11.23 683088 20.0
Octadecanoic acid 12.56 10.8 ng 241005 5 13.85 447756 20.0
unknown15.87 15.87 5.3 ng 102790 6 15.23 390693 20.0
Cholestan-3-one 16.05 7.5 ng 145673 6 15.23 390693 20.0
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