LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF052016\

Data File : BF087257.D

Aca On : 21 May 2016 7:41 Instrument :
Operator - UM/SJ BNA_F

Sample - H3167-01 ClientSampleld :
Misc - RAV-MW-11
ALS Vial : 28 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-BF051716.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 1.678 7 8 9 rBv 54596 70444 1.41% 0.190%
2 1.701 9 10 49 rVB 2523530 4821244 96.67% 13.012%
3 4.673 268 270 287 rBV 152737 305937 6.13% 0.826%
4 5.130 308 310 326 rBVY 1400226 2396961 48.06% 6.469%
5 6.227 404 406 413 rBV 850485 1543490 30.95% 4.166%
6 6.330 413 415 417 rBV 3730666 4077606 81.76% 11.005%
7 6.559 433 435 440 rVB 651001 842000 16.88% 2.272%
8 6.707 446 448 451 rBV 3249255 3105903 62.28% 8.382%
9 7.130 483 485 488 rBVY 2330679 2933464 58.82% 7.917%
10 7.839 545 547 550 rBV2 925038 1115453 22.37% 3.010%
11 8.650 615 618 622 rBV3 21644 51887 1.04% 0.140%
12 8.730 622 625 627 rBV3 36850 56134 1.13% 0.151%
13 8.925 639 642 644 rBVY 5224932 4987229 100.00% 13.460%
14 9.233 665 669 671 rBv4 25932 61886 1.24% 0.167%
15 9.325 675 677 679 rvVv 65173 73520 1.47% 0.198%
16 9.530 693 695 698 rBV 46606 55644 1.12% 0.150%
17 9.588 698 700 703 rBVY 1342885 1211359 24.29% 3.269%
18 9.862 721 724 726 rBv4 40477 77847 1.56% 0.210%
19 9.896 726 727 729 rBV 32112 52648 1.06% 0.142%
20 9.965 731 733 736 rBv4 30847 81941 1.64% 0.221%
21 10.033 737 739 740 rBV 75950 81081 1.63% 0.219%

22 10.376 767 769 772 rBV2 2041404 2779953 55.74% 7.503%
23 10.502 778 780 784 rBV 76327 116243 2.33% 0.314%
24 11.062 827 829 832 rBvV2 833206 1020162 20.46% 2.753%
25 11.633 877 879 882 rBvV 287330 323384 6.48% 0.873%

26 12.411 945 947 952 rBV 258116 324708 6.51% 0.876%
27 12.651 965 968 971 rBV 2841672 2966261 59.48% 8.005%

28 13.702 1058 1060 1062 rVB 570822 659352 13.22% 1.779%
29 15.051 1175 1178 1191 rVB 547176 859835 17.24% 2.321%

Sum of corrected areas: 37053576
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087257.D

Aca On : 21 May 2016 7:41

Operator : UM/SJ

Sample : H3167-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF051716.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: BF087257.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087257.D

Aca On : 21 May 2016 7:41

Operator : UM/SJ

Sample : H3167-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 5

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

4._.67 7.27 ng 305937 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 270 (4.673 min): BF087257.D (-268) (-) m/z 43.00 100.00%
43
5000 59 \
101 e ARy ARA Enn
4.40 4.60 4.80 5.00
o...,....,....,..?7.','.':..,??q!‘,....,....,??..,....,|....,. m/z 59.10 46.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43 %
5000
59 440 4.60 4.80 5.00
m/z 58.05 13.90%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 4.80 500
5000 57 m/z 101.10 13.08%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: l—Propen—Z—oI, acetate LI L L L B L L BB
43 4.40 4.60 4.80 5.00
m/z 41.10 9.51%
5000
58
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087257.D

Aca On : 21 May 2016 7:41

Operator : UM/SJ

Sample : H3167-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.33 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.33 96.86 ng 4077610 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 415 (6.330 min): BF087257.D (-413) (-) m/z 132.10 100.00%
132
5000 68
‘ 75 % 6.00 620 640 6.60
104 : : : :
o..,....,....,...!,“.'.‘.‘7," Sl by 87 At M5 Ml Tm/z 68.05  43.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENARBE R AR AN
6.00 6.20 6.40 6.60
3 78 m/z 134.10 33.35%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'W”'W'”'P'”I”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 660
5000 m/z 66.10 29.82%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R Ea s BammaTEEEE ST
132 6.00 6.20 6.40 6.60
m/z 69.05 18.26%
5000
33 44 o g7 105
78
0 51 69 [ 86 | 115 I
AR B e R A B o o R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087257.D

Aca On : 21 May 2016 7:41

Operator : UM/SJ

Sample : H3167-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.50 2.28 ng 116243 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 89
2 Tridecane 184 C13H28 000629-50-5 76
3 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 74
4 Undecane 156 Cl11H24 001120-21-4 72
5 Eicosane 282 C20H42 000112-95-8 68
Abundance Scan 780 (10.502 min): BF087257.D (-778) (-) m/z 57.10 100.00%
43 97
5000
99 113 129 143156 185 10.20 10.40 10.60 10.80
o 171 > 199 221 m/z 43.10  83.45%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43
71
5000 85 USRS SRR
mmmmmmmm
29 m/z 71.10 51.96%
0 15 J L4y % 113127141155 169 198
m/z--> 6 ﬁo Jo eb 85 160 120 150 1éo 1éo 260 250
Abundance
43 57
10,20 10.40 10.60 10.80
5000 71 m/z 41.10 37.73%
29 85
o 99 113 127 141 155 184
m/z--> 6 ﬁo Jo eb 8b 160 150 150 1éo 1éo 260 250
Abundance #55018: Tridecane, 2-methyl- R R mEE e
3 57 10.20 10.40 10.60 10.80
m/z 85.10 32.70%
71
5000 g5
29 9 1o 155
ol 2 15 L L | TP 12714 | 169183 108
m/z--> 6 ﬁo Jo eb éo 160 120 150 1éo 1éo 260 250 1020 1040 1060 1080 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087257.D

Aca On : 21 May 2016 7:41

Operator : UM/SJ

Sample : H3167-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.63 6.34 ng 323384 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 879 (11.633 min): BF087257.D (-877) (-) m/z 43.10 100.00%
I 1T M\FA——/‘M
5000
129
97 L SULRULE SURRULE I L
115 213
157171185, 49 297 41 256 11.40 11.60 11.80 12.00
N 1 241 m/z 41.10 84.27%
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 LRI UL SULEL L S B

11.40 11.60 11. 80 12. 00

213 m/z 60.00 79.97%
ARRE AR REEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 EEETEE T e
11.40 11.60 11.80 12.00
5000 129 m/z 55.10 77.48%
29 87 185
115 143 __171 228
101
o 15 157 199212
e o T B A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid A BT B S
43 60 73 11.40 11.60 11.80 12.00
m/z 73.05 77.25%
29
5000
Ll 143157171185
Ottt R AEEEEEEssneEes e
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\BF052016\
Data File : BF087257.D

Aca On : 21 May 2016 7:41

Operator : UM/SJ

Sample : H3167-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 7 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.41 9.85 ng 324708 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
Abundance Scan 947 (12.411 min): BF087257.D (-945) (-) m/z 43.10 100.00%
48
& WAW\\/\’\‘
5000
129
T 12/00 1270 1540 1260 1260
o ghodo g 124, | 24T Tw/z 41.10 74.31%
m/z--> 50 100 150 200 250 300 350
Abundance #108842: Octadecanoic acid
43
284
5000 129 12:00 12,20 12,40 12.60 12.80
‘ 185 ou m/z 60.00 71.40%
0 Ill8‘l ‘\ \\ “\H‘M H‘M M b \ \|2|13|u| .“ |‘2.6.6.‘. i aman ST
m/z--> 50 150 200 250 300 350
Abundance
43
73 12:00 12,20 12,40 12.60 12.80
5000 284 m/z 57.10 70.42%
129
97
157 18 213 241 311 32 ”_A/\“w
O e e
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #65566: Tridecanoic acid A RREEE RS E ST
78 12.00 12.20 12.40 12.60 12.80
m/z 73.10 69.08%
43
5000
129
171 914
0|11|8“|L‘|"|'}| m h\.l\ -t \1§\2I ‘]'IQISI{IIIIIIII ——— —— L
m/z--> 50 m m 200 250 300 350 nmnmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052016\
Data File : BF087257.D

Acq On : 21 May 2016 7:41

Operator : UM/SJ

Sample : H3167-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716.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._67 7.3 ng 305937 1 6.56 842000 20.0
unknown6 .33 6.33 96.9 ng 4077610 1 6.56 842000 20.0
Tetradecane 10.50 2.3 ng 116243 4 11.06 1020160 20.0
n-Hexadecanoic acid 11.63 6.3 ng 323384 4 11.06 1020160 20.0
Octadecanoic acid 12.41 9.8 ng 324708 5 13.70 659352 20.0

8270-BF051716.M Mon May 23 19:38:34 2016 Page: 8



