LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092234.D

Aca On : 13 Jan 2017 4:46

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 29 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-BF122116.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 4.733 245 249 259 rBVY 1572503 2832339 49.88% 6.457%
2 5.201 287 290 292 rBVY 3989119 5678345 100.00% 12.946%
3 6.264 380 383 390 rBVY 4730678 5187312 91.35% 11.826%
4 6.367 390 392 395 rVV 4727969 4914626 86.55% 11.204%
5 6.596 410 412 414 rBV 954415 888597 15.65% 2.026%
6 6.756 423 426 428 rBVY 2952596 3621069 63.77% 8.255%
7 7.167 459 462 464 rBV 2627647 2652741 46.72% 6.048%
8 7.876 522 524 527 rBV 844420 1013968 17.86% 2.312%
9 8.962 616 619 621 rBY 4596339 4464474 78.62% 10.178%
10 9.362 651 654 656 rBY 1108608 944412 16.63% 2.153%
11 9.625 675 677 679 rBY 1236002 1240601 21.85% 2.828%
12 10.082 715 717 718 rVB 65639 69367 1.22% 0.158%
13 10.299 732 736 738 rBV 35141 60346 1.06% 0.138%

14 10.413 744 746 749 rBV2 2057297 2758933 48.59% 6.290%
15 10.550 756 758 764 rVB 108225 153396 2.70% 0.350%

16 10.996 795 797 798 rBvV2 69592 74286 1.31% 0.169%
17 11.111 804 807 811 rvB2 748885 1145182 20.17% 2.611%
18 11.659 853 855 858 rvv2 197617 226326 3.99% 0.516%
19 12.311 910 912 914 rBV 180490 161219 2.84% 0.368%
20 12.539 929 932 934 rBV 137245 175896 3.10% 0.401%

21 12.688 943 945 948 rVB 2689065 3059108 53.87% 6.974%
22 13.602 1022 1025 1031 rBV2 150339 269610 4._.75% 0.615%
23 13.728 1034 1036 1039 rBV 821974 1015582 17.89%% 2.315%
24 14.585 1109 1111 1113 rBV 49966 57245 1.01% 0.131%
25 14.722 1121 1123 1127 rBV 74857 140577 2.48% 0.320%

26 15.042 1149 1151 1153 rBV 57931 75892 1.34% 0.173%

27 15.088 1153 1155 1158 rBV 752237 915082 16.12% 2.086%

28 15.568 1194 1197 1200 rBvV4 30299 66896 1.18% 0.153%
Sum of corrected areas: 43863427
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092234.D

Aca On - 13 Jan 2017 4:46

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial :© 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092234.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092234.D

Aca On : 13 Jan 2017 4:46

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.73 63.75 ng 2832340 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
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 249 (4.733 min): BF092234.D (-245) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0

440 460 480 5.00

83.0 |
ob el LS00 830 | 57 759,10 61.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L L BB L |
59.0 440 4.60 4.80 5.00
m/z 101.00 21.95%
31.0 83.0 10‘1.0
O B B e B e L manw s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R N REEEN S SR R
57.0 4.40 4.60 4.80 5.00
5000 m/z 58.10 15.37%
20.0 101.0
15.0 73.0 83.0
O L o e o O A e e e o B i i
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime
43.0 4.40 4.60 4.80 5.00

m/z 41.05 9.28%

5000
101.0
15.0 58.0
\ 280 ||| " 69.0 84.0
ot e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092234.D

Aca On : 13 Jan 2017 4:46

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.37 Concentration Rank 1

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

6.37 110.62 ng 4914630 1,4-Dichlorobenzene-d4 6.60
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 392 (6.367 min): BF092234.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
6.00 6.0 640 6.60 6.80
0 B E e m/z 68.10 48.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R UL LN L
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.10%
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
132.0
6.00 6.20 640 6.60 6.80
5000 m/z 66.00 29.80%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.20%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN £ A W
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092234.D

Aca On : 13 Jan 2017 4:46

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 4 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.55 2.68 ng 153396 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 758 (10.550 min): BF092234.D (-756) (-) m/z 57.05 100.00%
57.0
5000 85.1
13.1 10.20 10.40 10.60 10.80
ol l Al 1882 212 m/z 43.10 68.11%
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane
57.0
5000 U SRR SRR
85.0 1020 10.40 10.60 10.80
29.0 m/z 71.10 61.92%
13.0
ol |4 M¥oarowoonero 200
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.10 41.50%
85.0
0 290 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane T
57.0 10.20 10.40 10.60 10.80
m/z 41.05 28.11%
5000
85.0
29.0
oL ‘ | i }13014101690 282.0
m/z--> 50 100 150 200 250 300 350 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092234.D

Aca On : 13 Jan 2017 4:46

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.66 3.95 ng 226326 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 855 (11.659 min): BF092234.D (-853) (-) m/z 73.00 100.00%
31 730 A&\
5000
129.1
97.1 e i,
1571 1851 32, 11,40 11.60 11.80 12.00
Ol m/z 43.10 83.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 URELL B B UL SULR
umumumnm
1290 2560 m/z 60.00 80.19%
. Ll LT 15201710 10402130 i
m/z--> 25 Jo ' 80 100 150 140 160 180 200 220 250 2éo
Abundance
43.0 73.0
' 11.40 1160 11.80 12.00
5000 129.0 m/z 57.10 67 .50%
970 199.0 242.0
157.0
0'“I””I””I”'W“'W”'W”'W”"'y79”"”"”'P“'P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid L
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.05 60.84%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. oo

8270-BF122116.M Fri Jan 13 14:17:31 2017

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092234.D

Aca On : 13 Jan 2017 4:46

Operator : UM/SJ

Sample : 11131-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.60 5.31 ng 269610 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Cyclohexadecane 224 C16H32 000295-65-8 87
Abundance _ Scan 1025 (13.602 min): BF092234.D (-1022) (-) m/z 57.10 100.00%
1L 0
5000
] 1 070 13120 1340 13160 1380 14,60
Ot ”,....“...,”..,..”,...w....,”..,.”., m/z 83.10 94 _49%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-
57.0
7.0
5000 LA DA U UL I
13:20 13.40 13,60 13.80 14.00
m/z 43.05 91.65%
ol 11 | \\“ A ‘L 139018202240 2800
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance
43.0 97.0
13.20 1340 13.60 13.80 14.00
5000 m/z 55.10 84._77%
o 139.0 1850 224.0 266.0
m'z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene A
43.0 13.20 13.40 13.60 13.80 14.00
m/z 69.10 80.90%
- | N%J\Vw
. y J 1250167.0 2100 267.0307.0 490.0
m'z--> 0 50 100 150 200 250 300 350 400 450 ' 13120 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011217\
Data File : BF092234.D

Acq On : 13 Jan 2017 4:46

Operator : UM/SJ

Sample - 11131-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.73 63.8 ng 2832340 1 6.60 888597 20.0
unknown6 .37 6.37 110.6 ng 4914630 1 6.60 888597 20.0
Heptadecane 10.55 2.7 ng 153396 4 11.11 1145180 20.0
n-Hexadecanoic acid 11.66 4.0 ng 226326 4 11.11 1145180 20.0
3-Eicosene, (E)- 13.60 5.3 ng 269610 5 13.73 1015580 20.0
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