LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091093.D

Aca On : 8 Nov 2016 20:22

Operator : UM/SJ

Sample : H5581-08

Misc :

ALS Vial : 14 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-BF110316.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 1.755 4 6 66 rvB 4235672 12384544 100.00% 23.900%
2 4.796 270 272 283 rBV 311982 420240 3.39% 0.811%
3 5.253 309 312 314 rBVY 1604705 2191996 17.70% 4.230%
4 6.316 403 405 412 rBV 932304 1515245 12.23% 2.924%
5 6.430 412 415 417 rBV 4245463 4193402 33.86% 8.092%

6.659 433 435 442 rBV 1086216 1071934 8.66% 2.069%
6.819 446 449 451 rBV 3693621 4010134 32.38% 7.739%
7.230 482 485 498 rBV 3052938 3301172 26.66% 6.371%
7.950 545 548 550 rBV 1233890 1379401 11.14% 2.662%
9.025 639 642 645 rBV 5322264 5492649 44.35% 10.600%

=
QO ~NO®

11 9.699 698 701 703 rBV 1576104 1717894 13.87% 3.315%
12 10.145 736 740 742 rBV 78322 138728 1.12% 0.268%
13 10.488 767 770 773 rBV 3441054 3650958 29.48% 7.046%
14 10.613 779 781 785 rBV 101524 143285 1.16% 0.277%
15 11.173 828 830 833 rBV 1698646 1557119 12.57% 3.005%

16 11.733 877 879 881 rBv2 149398 236733 1.91% 0.457%
17 12.762 967 969 972 rBV 4528453 5795755 46.80% 11.185%
18 13.665 1046 1048 1053 rVB 252044 274260 2.21% 0.529%
19 13.802 1058 1060 1063 rBV 1350950 1424262 11.50% 2.749%
20 15.185 1178 1181 1183 rBV 609614 918945 7.42% 1.773%

Sum of corrected areas: 51818656
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091093.D

Aca On : 8 Nov 2016 20:22

Operator : UM/SJ

Sample : H5581-08

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF091093.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091093.D

Aca On : 8 Nov 2016 20:22

Operator : UM/SJ

Sample : H5581-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.80 7.84 ng 420240 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 272 (4.796 min): BF091093.D (-270) (-) m/z 43.10 100.00%
43
59
5000
1 440 460 480 5.00 520
83
0 ...,....,....,..??-,'....,??.'.,...‘?9,....,....,....,|....,. m/z 59.10 59.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 4.60 4.80 5.00 5.20
m/z 101.10 18.93%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
59
440 460 480 5.00 5.20
5000 m/z 58.05 16.30%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T RBEERSEEL SIS
50 440 460 480 500 520

m/z 41.10 8.96%

5000 41
31
‘ 69 &7
15 M Ll sl | %

m/z--> 10 20 40 50 60 70 80 90 100 110 4.40 4.60 480 5.00 5.20

o

8270-BF110316.-M Wed Nov 09 15:49:22 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091093.D

Aca On : 8 Nov 2016 20:22

Operator : UM/SJ

Sample : H5581-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.43 Concentration Rank 2

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

6.43 78.24 ng 4193400 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 415 (6.430 min): BF091093.D (-412) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 6.00 620 6.0 6.60 6.80
0 g ey W Wz 68.10  43.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L IR I R
6.00 6.20 6.40 6.60 6.80
2 51 m/z 134.00 33.62%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.05 28.02%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl EEE R e e e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 17.39%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091093.D

Aca On : 8 Nov 2016 20:22

Operator : UM/SJ

Sample : H5581-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.73 3.04 ng 236733 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 879 (11.733 min): BF091093.D (-877) (-) m/z 73.10 100.00%
43 60 s
5000 129
" 1s 157171185 213 PN B PN
143 199 236 256 11.40 11.60 11.80 12.00
OF s m/z 43.10 79.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 URE AL U SRR SRR
129 nmnmnmnm
. 213 m/z 55.10 79.48%
185
0 |||||||||||| IHH‘ MH IH‘\ |“|‘||14‘|.3|||||||| |‘||]|-99|||‘| 2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.'40 11.|60 11.I80 12.'00 '
5000 29 m/z 60.10 78.99%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid R B B ST
60 73 11.40 11.60 11.80 12.00
43 m/z 57.10 70.69%
5000 129
29 ; 185 228
9 115 | 143 171
0 ,.\.‘. T P T e L | 199213 S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110816\
Data File : BF091093.D

Aca On : 8 Nov 2016 20:22

Operator : UM/SJ

Sample : H5581-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.67 3.85 ng 274260 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 95
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 92
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91

Abundance Scan 1048 (13.665 min): BF091093.D (-1046) (-) m/z 57.10 100.00%

5000

:

125

13.40 13.60 13.80 14.00
m/z 83.10 94.59%

0{ 139153 177101207 230 246 263 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43

:

5000 LA L L L L L L L
- 13.40 13.60 13.80 14.00
125 m/z 55.10 91.97%
o J | 139153167182196210224 252 280
e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
e
4 8083 13.40 13.60 13.80 14.00
5000 97 m/z 69.10 88.25%
111
27 125
o 139153167182196210224 252 280
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- Al EEma s B
13.40 13.60 13.80 14.00
m/z 97.10 85.78%
5000
125
o 139153168182196210224 252 280

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
Data File : BF091093.D

Acq On : 8 Nov 2016 20:22

Operator : UM/SJ

Sample - H5581-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : 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]
2-Pentanone, 4-hy... 4.80 7.8 ng 420240 1 6.66 1071930 20.0
unknown6 .43 6.43 78.2 ng 4193400 1 6.66 1071930 20.0
n-Hexadecanoic acid 11.73 3.0 ng 236733 4 11.17 1557120 20.0
3-Eicosene, (E)- 13.67 3.9 ng 274260 5 13.80 1424260 20.0
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