LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091422.D

Aca On : 5 Dec 2016 17:14

Operator : UM/SJ

Sample : H5838-01

Misc :

ALS Vial : 6 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-BF112916.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 4.516 192 195 198 rVB 616241 726963 12.52% 1.980%
2 5.019 236 239 242 rBV 371168 419923 7.23% 1.144%
3 5.441 273 276 278 rBVY 2136350 1926393 33.19% 5.247%
4 6.470 364 366 368 rBY 1385468 1174245 20.23% 3.198%
5 6.619 376 379 381 rBVY 3285492 3789375 65.28% 10.320%

6.847 397 399 401 rBV 1122431 920909 15.86% 2.508%
7.007 410 413 415 rVB 3897959 3603151 62.07% 9.813%
7.407 445 448 451 rVB 2196717 2921811 50.33% 7.958%
801106 979506 16.87% 2.668%
9.213 603 606 608 rBV 5368447 5013823 86.37% 13.655%
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11 9.888 662 665 667 rBY 1521069 1351492 23.28% 3.681%
12 10.676 731 734 736 rBV 3780932 4129469 71.14% 11.247%
13 11.362 792 794 797 rBV 1274335 1406569 24.23% 3.831%
14 11.899 839 841 843 rBV 182680 176569 3.04% 0.481%
15 12.688 908 910 916 rBV 155209 210457 3.63% 0.573%

16 12.962 930 934 936 rBV 4072161 5804941 100.00% 15.810%
17 13.854 1010 1012 1016 rBV 59936 71707 1.24% 0.195%

18 13.991 1022 1024 1027 rBV 894383 1249694 21.53% 3.404%
19 15.420 1146 1149 1152 rBV 648415 840609 14.48% 2.289%

Sum of corrected areas: 36717606

8270-BF112916.M Tue Dec 06 13:34:17 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091422.D

Aca On : 5 Dec 2016 17:14

Operator : UM/SJ

Sample : H5838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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: BF091422.D
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Abundance TIC: BF091422.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091422.D

Aca On : 5 Dec 2016 17:14

Operator : UM/SJ

Sample : H5838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.02 9.12 ng 419923 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 239 (5.019 min): BF091422.D (-236) (-) m/z 43.00 100.00%
43
59
5000
101 RSN SSRRARARRERARRERA
4.60 4.80 5.00 5.20 5.40
Ol Sl 83 8l Tw/z 59.00 54.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RN IR IS A
4.60 4.80 5.00 5.20 5.40
m/z 58.00 15.78%
o 25 3t 37 83 gz 01
B A e e P P NP A
Abundance
59
460 480 500 520 5.40
5000 m/z 101.10 13.47%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R Emmmr e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.36%
5000 41
31
| T
0% '|'%§'|" ﬂll""Ml""lé%lkl""l' "'I""I"'g?l""l' [rrrrfrrrr T
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091422.D

Aca On : 5 Dec 2016 17:14

Operator : UM/SJ

Sample : H5838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 1

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

6.62 82.30 ng 3789380 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 379 (6.619 min): BF091422.D (-376) (-) m/z 132.00 100.00%
5000 68
40 %6 620 6.40 6.60 6.80 7.00
54 . . : : :
o [ | Weus | m/z 68.10 39.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR AL IR R R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34.11%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.77%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e A e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.53%
5000 og M°
I I 89%‘;,&97,\,\",,“_ s 8 S U | S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF112916.M Tue Dec 06 13:34:20 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091422.D

Aca On : 5 Dec 2016 17:14

Operator : UM/SJ

Sample : H5838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.51 ng 176569 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 841 (11.899 min): BF091422.D (-839) (-) m/z 43.10 100.00%
5000
15717085 1o P e || 1060 1180 1200 1920
0 m/z 60.00 92 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 LRI B UL UL B
nmnmnmnm
m/z 73.00 88.33%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 1&0 1éo 1éo 200 220 250 2éo
Abundance
43 60 73
- '11.60 11.80 12.00 1220
5000 m/z 57.10 87 .98%
129 242
87 199
. 101 115 143 157171 185 213 226
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 240 2éo
Abundance #75071: Tetradecanoic acid B BREE Baa e e e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 80.13%
5000 129
- 185 228
01115 143 127171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091422.D

Aca On : 5 Dec 2016 17:14

Operator : UM/SJ

Sample : H5838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.69 3.37 ng 210457 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 55
3 Undecanoic acid 186 C11H2202 000112-37-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 47
Abundance Scan 910 (12.688 min): BF091422.D (-908) (-) m/z 43.05 100.00%
43 60
5000 o 129
115 185 241 III|IIII|IIII|IIII|IIII
9 143157171 | 199 055 284 12.40 12.60 12.80 13.00
Obrrr e m/z 60.00 85.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
435
5000 L B B BUSURLN SULRA
129 12140 1260 12.80 13.00
115 185 228 m/z 73.00 82.82%
01 143 171
0 "'|""|""|' |T... H‘ ‘...|‘....‘|....|.‘..1.99.?:.L.3 ”\” SRR RRARRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
" 12.40 12.60 12.80 13.00
5000 129 m/z 57.00 81.43%
87
i 27 101115 143157172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid e e e LA
60 12.40 12.60 12.80 13.00

m/z 55.05 73 .24%

5000

85 12914,

ZT ‘ ‘ 101115 ‘ 157 186
L \M\u\ e \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300

3

o

8270-BF112916.M Tue Dec 06 13:34:23 2016 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120516\
Data File : BF091422.D

Acq On : 5 Dec 2016 17:14

Operator : UM/SJ

Sample - H5838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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]
2-Pentanone, 4-hy... 5.02 9.1 ng 419923 1 6.85 920909 20.0
unknown6 .62 6.62 82.3 ng 3789380 1 6.85 920909 20.0
n-Hexadecanoic acid 11.90 2.5 ng 176569 4 11.36 1406570 20.0
Tetradecanoic acid 12.69 3.4 ng 210457 5 14.00 1249690 20.0
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