LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085995.D

Aca On > 2 Apr 2016 7:22

Operator : UM/SJ

Sample : H2055-02

Misc :

ALS Vial : 33 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-BF040216.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 4.956 250 251 258 rBV 30547 55753 2.39% 0.273%
2 5.367 285 287 309 rBVY 1851629 1865108 79.94% 9.142%
3 6.407 376 378 381 rBVY 1479655 1801285 77.20% 8.829%
4 6.544 387 390 392 rBVY 1439759 2001499 85.78% 9.810%
5 6.773 408 410 416 rBV 652309 592611 25.40% 2.905%
6 6.922 421 423 426 rBV 1258729 1506835 64.58% 7.386%
7 7.333 457 459 462 rBV 863173 1255824 53.82% 6.155%
8 8.053 520 522 525 rBV 766512 776846 33.30% 3.808%
9 9.128 614 616 619 rBY 1732025 2056179 88.13% 10.078%
10 9.528 649 651 654 rBV 212240 207973 8.91% 1.019%
11 9.745 668 670 672 rBV 48920 39983 1.71% 0.196%
12 9.802 673 675 678 rvVv 615636 848944 36.39% 4.161%
13 10.236 712 713 715 rVB 49280 64599 2.77% 0.317%
14 10.465 729 733 736 rBV2 24160 46530 1.99% 0.228%

15 10.602 742 745 747 rBV2 1104538 1474083 63.18% 7.225%

16 10.716 753 755 759 rBV 83019 101104 4_.33% 0.496%
17 11.162 792 794 795 rBV 41771 36171 1.55% 0.177%
18 11.288 803 805 808 rBvV 969960 932591 39.97% 4.571%
19 11.825 850 852 860 rBvV 80926 107300 4._.60% 0.526%
20 12.602 918 920 926 rBV 38900 59263 2.54% 0.290%

21 12.877 941 944 946 rBV 2247279 2333203 100.00% 11.436%
22 13.357 982 986 988 rBV 22311 25002 1.07% 0.123%
23 13.779 1020 1023 1033 rBV 186171 466091 19.98% 2.285%
24 13.928 1033 1036 1038 rBV 788727 885582 37.96% 4.341%

25 14.431 1078 1080 1083 rBV3 9212 24169 1.04% 0.118%

26 14.751 1106 1108 1110 rVB 48843 47452 2.03% 0.233%

27 15.334 1156 1159 1166 rBV 495481 759467 32.55% 3.723%

28 15.837 1199 1203 1205 rBvV4 11025 30477 1.31% 0.149%
Sum of corrected areas: 20401924
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040216\

BF085995.D

2 Apr 2016  7:22

UM/SsJ

H2055-02

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085995.D

Aca On > 2 Apr 2016 7:22

Operator : UM/SJ

Sample = H2055-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.54 67.55 ng 2001500 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 52
2 (BY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 40
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 390 (6.544 min): BF085995.D (-387) (-) m/z 132.10 100.00%
132.1
5000
68.1
96.1 PUSSEANEASREE SRR NERN
401 541 6.20 6.40 6.60 6.80
o....,....,....,..-..,..I-.',..7.5.‘,1....,..!.,.1‘??.1,....,....,-'...,... m/z 134.10  33.69%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USSR AR S A
6.20 6.40 6.60 6.80
210 510 m/z 68.10 29.78%
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 680
5000 67.0 m/z 66.10 18.63%
41.0 97.0
53.0
79.0 117.0
0'”'I”"P"W"”I'”'I”"P"W"”I&qzo”"ﬁ"W"”l'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e e
13p.0 6.20 6.40 6.60 6.80
m/z 96.10 13.17%
97.0
5000 0.0
31.0 52.0
0 I L ‘ I | 86'0 Il 11\6.0 |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 620 640 660 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085995.D

Aca On > 2 Apr 2016 7:22

Operator : UM/SJ

Sample = H2055-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.17 ng 101104 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Eicosane 282 C20H42 000112-95-8 83
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80

Abundance Scan 755 (10.716 min): BF085995.D (-753) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

o m/z 71.10 71.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57.0
5000 85.0 L L B I B
10.40 10.60 10.80 11.00
29.0 m/z 43.10 68.10%
. | I [ 1130 1410 1600 1980
”'|“"w"w"”|'“'|”"w"'"“ R EEREEEEE S R
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
T T T
10.40 10.60 10.80 11.00
5000 m/z 85.10 54 .42%
85.0
29.0 141.0
113.0 169.0
(O R o B B AL A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73963: Hexadecane A T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 31.28%
5000 85.0
29.0
o ‘ “ L4 1130 1410 1600 1970 226.0
I L I B e B B B R et B R REEEEEE R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085995.D

Aca On > 2 Apr 2016 7:22

Operator : UM/SJ

Sample = H2055-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.30 ng 107300 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 59
5 2-Octane isothiocyanate 171 COH17NS 069626-80-8 14
Abundance Scan 852 (11.825 min): BF085995.D (-850) (-) m/z 73.10 100.00%
431 31
5000 129.1
97.1 I N
157.1 1851 2132 256.2 11.60 11.80 12.00 12.20
o} m/z 43.10 81.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000 129.0 11.60 11.80 12.00 12.20
970 185.0 228.0 m/z 60.00 77.06%
0 T | : ‘:‘::: ‘ H‘ ‘ I\h“lllml\ M‘\ Imlwlll\lllllle:e:lol I‘III\ S |||||||||||
miz--> 20 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11160 1180 12.00 12,20
5000 129.0 m/z 57.10 69.12%
970 199.0 242.0
157.0
o 1800
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #92227: n-Hexadecanoic acid
43.0 11.60 11.80 12.00 12.20
m/z 55.05 62.97%
73.0
5000
129.0 256.0
oL, \ Il W2 T 15201710 10402130 2370~
m/z--> 25 Jo 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\BF040216\
Data File : BF085995.D

Aca On > 2 Apr 2016 7:22

Operator : UM/SJ

Sample = H2055-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.78 10.53 ng 466091 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 1023 (13.779 min): BF085995.D (-1020) (-) m/z 83.10 100.00%

5000

13.40 13.60 13.80 14.00
m/z 57.10 98.62%

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43.0

5000
13.40 13.60 13.80 14.00
125.0 m/z 55.10 91.97%
0l15.0 [ 154.0 182.0 210.0 238.0 266.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0
13.40 13.60 13.80 14.00
5000 m/z 43.10 88.01%
31.0 111.0

0 139.0 168.0 196.0 224.0

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

13.40 13.60 13.80 14.00
m/z 97.10 86.75%

5000
29.0 111.0

139.0 167.0 196.0 224.0 252.0 280.0
A R P
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF085995.D

Acq On : 2 Apr 2016 7:22

Operator : UM/SJ

Sample : H2055-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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]
3-Chloro-6-fluoro. .. 6.54 67.5 ng 2001500 1 6.77 592611 20.0
Tetradecane 10.72 2.2 ng 101104 4 11.29 932591 20.0
Tetradecanoic acid 11.83 2.3 ng 107300 4 11.29 932591 20.0
1-Nonadecene 13.78 10.5 ng 466091 5 13.93 885582 20.0
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