LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample : H1790-02

Misc :

ALS Vial : 27 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-BF031516.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 5.110 244 247 254 rVB 62980 92032 1.93% 0.261%
2 5.499 278 281 284 rBY 2588454 3867578 80.96% 10.982%
3 6.539 369 372 374 rBVY 3165357 4111736 86.07% 11.676%
4 6.676 381 384 386 rBVY 2772249 4009799 83.93% 11.386%
5 6.904 402 404 406 rBV 360354 433751 9.08% 1.232%
6 7.053 415 417 420 rBY 2358878 3168193 66.32% 8.996%
7 7.464 450 453 455 rBV 2247762 2396713 50.17% 6.806%
8 7 .556 458 461 464 rVvVv 88678 107290 2.25% 0.305%
9 8.185 514 516 518 rBV 712734 591628 12.38% 1.680%
10 9.270 608 611 613 rBY 3836141 4777390 100.00% 13.566%

11 9.659 643 645 646 rBvV 708605 715463 14.98% 2.032%
12 9.876 661 664 666 rvB 89361 100547 2.10% 0.286%
13 9.945 667 670 672 rVB 517024 560135 11.72% 1.591%
14 10.368 706 707 709 rvB 150927 142445 2.98% 0.404%
15 10.585 724 726 730 rBV 68493 122455 2.56% 0.348%

16 10.733 736 739 741 rBV 2391541 2564205 53.67% 7.281%

17 10.779 741 743 745 rVV 59373 77227 1.62% 0.219%
18 10.848 747 749 753 rBV 134751 210893 4.41% 0.599%
19 11.042 763 766 770 rBv4 22910 63842 1.34% 0.181%
20 11.293 785 788 789 rBV 102158 97889 2.05% 0.278%
21 11.419 797 799 803 rBV 457669 562485 11.77% 1.597%
22 11.499 803 806 808 rvB 35211 56099 1.17% 0.159%
23 11.945 844 845 848 rBV2 145456 204528 4.28% 0.581%
24 12.036 851 853 857 rvB 32186 53424 1.12% 0.152%

25 12.631 903 905 908 rBvV 129870 135463 2.84% 0.385%

26 12.734 912 914 916 rVvV 62550 65516 1.37% 0.186%
27 12.825 920 922 924 rVvV 115794 132566 2.77% 0.376%
28 12.859 924 925 928 rVB 121051 118202 2.47% 0.336%
29 13.008 935 938 941 rBV 3071095 2939102 61.52% 8.346%
30 13.488 977 980 985 rBv2 227669 516704 10.82% 1.467%

31 13.899 1014 1016 1022 rBV2 222026 265528 5.56% 0.754%
32 14.059 1026 1030 1035 rBV2 417338 626890 13.12% 1.780%
33 14.185 1037 1041 1043 rBV3 40207 86575 1.81% 0.246%
34 14.528 1069 1071 1073 rBV2 27851 48803 1.02% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample : H1790-02

Misc :

ALS Vial : 27 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.088 1117 1120 1124 rBV 135276 260273 5.45% 0.739%

36 15.385 1143 1146 1149 rVB 76347 114786 2.40% 0.326%

37 15.442 1149 1151 1154 rBV 66290 92046 1.93% 0.261%

38 15.500 1154 1156 1158 rBV 274414 404700 8.47% 1.149%

39 16.014 1198 1201 1209 rVB3 38582 92077 1.93% 0.261%

40 16.620 1250 1254 1259 rVB6 28480 78307 1.64% 0.222%

41 16.928 1278 1281 1284 rBV2 34848 80868 1.69% 0.230%

42 17.363 1316 1319 1324 rVB 27688 70507 1.48% 0.200%
Sum of corrected areas: 35216660
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF031616\

- BF085496.D

- 17 Mar 2016 7:36

- UM/SJ

- H1790-02

- 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 11

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

5.11 4.24 ng 92032 1,4-Dichlorobenzene-d4 6.90
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 38
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 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 247 (5.110 min): BF085496.D (-244) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
| 83.0 4.80 500 5.20 5.40
o Y 1 VSOV | O e AN RN m/z 59.10 62.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T T T
59.0 480 500 520 540
m/z 101.10 22 .98%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 17.40%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e A R
43.0 4.80 500 5.20 5.40
m/z 41.10 9.91%
5000
101.0
o 150 om0 | %89 g0 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40

8270-BF031516.M Thu Mar 17 19:28:28 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.68 184.89 ng 4009800 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 50
2 (BY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 28
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 384 (6.676 min): BF085496.D (-381) (-) m/z 132.10 100.00%
132.1
5000
68.1
96.1 RS R L
401 541 ‘ 6.40 6.60 6.80 7.00
o....,...:;-:...,:.-..,.:I-.',..7.5.",1....,..!.,.’1‘??:1,....,....,-'...,... m/z 134.10  34.32%
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 RS R R L
6.40 6.60 6.80 7.00
210 510 m/z 68.10 30.65%
0'”'ﬂ'MHJ'WH”'P'Ji“Y%q”'P'”I””W'”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
S A RS L AR
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 18.82%
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
13p.0 6.40 6.60 6.80 7.00
m/z 96.10 13.68%
97.0
5000 0.0
31.0 52.0
| L _ 860 | 1neo |,
e R RS R R AR AR RS RAARS SEAR WA EAARE N RS R R L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 Hexanoic acid, 2-ethyl- Concentration Rank 13

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

7.56 3.63 ng 107290 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 45
3 Methvl 2.3.4-tri-O-methvl-6-deox... 220 C10H2005 072983-16-5 42
4 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 38
5 1,4-Dioxane 88 C4H802 000123-91-1 37

Abundance Scan 461 (7.556 min): BF085496.D (-458) (-) m/z 73.00 100.00%
74.0
5000 410
101.1 L IR UL L
m‘ ” 1 7.20 7.40 7.60 7.80
ob—— i b o S A m/z 88.10 79.89%
m/z--> 50 100 150 200 250 300 350
Abundance #20009: Hexanoic acid, 2-ethyl-
73.0
5000 L RASA AR ARRS RS
41.0 7.20 7.40 7.60 7.80
101.0 m/z 41.05 36.90%

m/z--> 50 100 150 200 250 300 350
Abundance
43.0 88.0

7.20 7.40 7.60 7.80

5000 m/z 57.10 33.10%
0 115.0142.0 173.0  214.0242.0272.0 313.0 355.0
T T T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #68927: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop...
88.0 7.20 7.40 7.60 7.80

m/z 55.05 23.00%

5000
45.0
0 | 119.0 176.0

T
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.37 5.09 ng 142445 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 80
3 Octadecane 254 C18H38 000593-45-3 72
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 64

Abundance Scan 707 (10.368 min): BF085496.D (-706) (-) m/z 57.10 100.00%

57.1

5000

10.00 10.20 10.40 10.60
m/z 43.10 69.47%

o 1131 1412 169.2
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
57.0
5000 LA LR L L L L L L L B
85.0 10.00 10.20 10.40 10.60
29.0 m/z 71.10 57 .44%
0 J il h Ll ‘\113 0 141.0 169.0 282.0
T e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R e e A AREREE S
10.00 10.20 10.40 10.60
5000 m/z 85.10 39.83%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91036: Octadecane BN REEEE e
57.0 10.00 10.20 10.40 10.60
m/z 41.10 33.36%
5000 85.0
29.0 3.0
AR (1130 1410 1690 1970 2250 2540
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 00 10 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 7 Dodecane, l1l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.58 4_.37 ng 122455 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 52
2 Heptacosane 380 C27H56 000593-49-7 52
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 52
4 Octacosane 394 C28H58 000630-02-4 52
5 Pentadecane 212 C15H32 000629-62-9 52
Abundance Scan 726 (10.585 min): BF085496.D (-724) (-) m/z 57.10 100.00%
57.1
5000 851
L || s agnaims 10,20 1040 10,60 1080
0|||||u|l.h.|1|.ln.n.|”|””|””|””|”” m/z 71.10 64.51%
m/z--> 50 100 150 200 250 300 350
Abundance #114972: Dodecane, 1-iodo-
57.0
5000 85.0 ERAARS AR
mmmmmmmm
20,0 1550 m/z 43.10 52.99%
. 13.0
Oudu‘u‘l“‘:‘wu“uﬁlu‘u||‘}830|||| —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10,20 10140 10.60 10.80
5000 m/z 85.10 35.68%
85.0
0 29.0 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #91053: Pentadecane, 2,6,10-trimethyl- R A BR RS B R
57.0 10.20 10.40 10.60 10.80
m/z 90.00 31.16%
5000
85.0
29.0
0 “ | L 111‘? 01410 183 0211 0239.0
m/z--> 50 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 10.20 10.40 10.60 10.80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 8 Heptadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.85 7.50 ng 210893 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 749 (10.848 min): BF085496.D (-747) (-) m/z 57.10 100.00%
57.1
5000
. 131 L0, 1ee 10560 10180 1100 1120
o} m/z 71.10 76 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82607: Heptadecane
57.0
5000 L SN SULRLN U
85.0 10,60 10.80 11.00 11.20
29.0 m/z 43.10 64 .10%
ol [MB0 1410 1690 1960 2400
m/z--> 20 i éo 80 160 120 150 160 180 200 220 250
Abundance
57.0
10,60 10.80 11.00 11.20
5000 85.0 m/z 85.10 50.69%
29.0
o 1120 1410 184.0
mz> & W6 o 106 130 1% 150 10 20 20 20
Abundance #73963: Hexadecane T e
57.0 10.60 10.80 11.00 11.20
m/z 41.10 31.14%
5000 85.0
29.0
o Dol ) 1180 1410 1690 19702260
m/z--> 20 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 9 unknownll.04 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.04 2.27 ng 63842 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 49
2 Hexacosane 366 C26H54 000630-01-3 47
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 43
4 Docosane 310 C22H46 000629-97-0 43
5 Hexadecane 226 C16H34 000544-76-3 43
Abundance Scan 766 (11.042 min): BF085496.D (-763) (-) m/z 57.10 100.00%
51.1
5000
196.1
99.1 4350 LN UL B LR U
| ] I' 165.1 || 10.80 11.00 11.20 11.40
ol b 1l o 4 w/z 71.10  70.38%
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
57.0
5000 U SR SR BRI B
10.80 11.00 11.20 11.40
99.0 m/z 43.10 48 .77%
o210 ‘ | L | 1410 1830 2250 2810 3370 3940
m/z--> 55 160 1%0 260 250 360 3%0
Abundance
57.0
"' 10:80 11.00 11.20 11.40
5000 m/z 85.10 36.64%
99.0
0l 270 141.0 1830 2250 267.0 309.0  366.0
m/z--> 55 160 1%0 260 2éo 360 3%0
Abundance #64587: Dodecane, 2,7,10—trimethy|— LA L L L L
57.0 10.80 11.00 11.20 11.40
m/z 196.10 26.84Y%
5000
S0 |y 189 a0
m/z--> 55 160 1%0 260 250 360 3%0 ' 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 11 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 7.27 ng 204528 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 46
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 11
Abundance Scan 845 (11.945 min): BF085496.D (-844) (-) m/z 73.00 100.00%
431 730
5000
129.1
97.1 208.1 20 11l 1500 1900
157.1  1gs. 9272 256.3 11.60 11.80 12.00 12.20
0 | " m/z 43.10 83.51%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 L B SIS B BN
nmnmnmnm
120.0 256.0 m/z 60.00 80.09%
o, \ Il LT T 15201710 10402130 2370
m/z--> 25 Jo 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1160 11.80 12,00 12.20
m/ 57.10 70.63%
5000 1290 4 0
185.0 228.0
97.0
o 166.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 wm
Abundance #83686: Pentadecanoic acid R S A RRERE
43.0 730 11.60 11.80 12.00 12.20
m/z 55.10 68.85%
5000 129.0 j\WVJKAHJ\fVA\\“ﬁ\ANM~_M
0 I R EEmEL T R
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 12 Dodecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.73 2.33 ng 65516 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 70
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 914 (12.734 min): BF085496.D (-912) (-) m/z 73.05 100.00%
43.1 .0 h
5000
12.40 12.60 12.80 13.00
0! m/z 43.10 88.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56047: Dodecanoic acid
73.0
43.0
5000 LR DR BN DGR SRR
129.0 200.0 nmnmnmmm
157.0 ' m/z 60.00 80.21%
‘ ‘ 101.0 ‘ ‘
MECL: I |t A P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
SADARRARAEAA AR RS
43.0 12.40 12.60 12.80 13.00
5000 129.0 m/z 57.05 79.18%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid AN RS B
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.05 69.77%
5000 129.0 M$~JV,ALMJA/AVAMA\/kNme
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 13 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.49 16.48 ng 516704 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 81
2 Octanamide 143 C8H17NO 000629-01-6 43
3 Nonanamide 157 C9H19NO 001120-07-6 43
4 Tetradecanamide 227 C14H29NO 000638-58-4 42
5 Silane, hexyl- 116 C6H16Si 001072-14-6 38

Abundance Scan 980 (13.488 min): BF085496.D (-977) (-) m/z 59.10 100.00%

59.1

5000

=

83.1 126.1 13.20 13.40 13.60 13.80
154.1 184.1 1 238.2 281.2 : - : :
ol 208.1 m/z 72.10 75.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106877: 9-Octadecenamide, (2)-
59.0
5000 LA L L L L LB LB LN
13. 20 13 40 13. 60 13. 80
126.0 m/z 55.10 39.66%
%0 154.0 281.0
Obrrrprrrr AL Ml 02070 2330
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R LR e o e
13.20 13.40 13.60 13.80
5000 m/z 41.10 30.46%
29.0 86.0 1140 143.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28095: Nonanamide A H B R E REaae R
59.0 13.20 13.40 13.60 13.80
m/z 43.10 23.71%
0 290“ ! ‘86"0 1140 157.0
e R e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 14 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 8.47 ng 265528 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 93
2 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 90
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 1016 (13.899 min): BF085496.D (-1014) (-) m/z 57.10 100.00%
57.1 83.1

5000

-

13.60 13.80 14.00 14.20
m/z 83.10 92.36%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0

5

5000 LN L L L L L L B |
13.60 13.80 14.00 14.20
29.0 m/z 55.10 87 .88%
o 1390 1680  210.0 238.0 2660 295.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
S
£9.0 13.60 13.80 14.00 14.20
5000 m/z 97.10 85.16%

97.0

125.0 169.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- e
13.60 13.80 14.00 14.20

m/z 69.10 84 .98%

-

5000

-

139.0 167.0 196.0 224.0 252.0 280.0
RtV
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 15 wunknownl14.19 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.76 ng 86575 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline. 2-phenvl- 205 C15H1iIN 000612-96-4 22
2 Phthalazine. 1-phenvl- 206 C14H10N2 007188-22-9 14
3 Pvridol3.4-dlpvridazin-1(2H)-one... 205 C9H11N50 1000271-08-5 14
4 1.2.3.6-Tetrahvdropvridine. 4-T4... 205 C12H15NO2 090684-19-8 14
5 Benzocyclobutene, 1,1"-bis- 206 Cl6H14 121754-51-6 14
Abundance Scan 1041 (14.185 min): BF085496.D (-1037) (-) m/z 205.10 100.00%
205.1
59.0
228.1
5000
253.1 13.80 14.00 14.20 14.40 14.60
01 m/z 59.00 73.60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #59513: Quinoline, 2-phenyl-
205.0
5000 102.0 |""|""|'Q"|""ﬁ"
13.80 14.00 14.20 14.40 14.60
0
‘ 1280 151.0 176.0 m/z 228.10 60.86%
0 "'|""|""|""|‘l"' ”‘..k..“l. |||‘|H|||||““||| e maa e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
205.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 206.10 59.12%
s1.0 /60 151.0 176.0
O e R B e
m/z--> Jo 65 ab 100 150 1&0 1éo 1éo 200 250 250 '
Abundance #59634: Pyrido[3,4-d]pyridazin-1(2H)-one, 3,4-dihydro-5-am... e B A
205.0 13.80 14.00 14.20 14.40 14.60
133.0 m/z 72.00 51.80%
5000
176.0
a0 920 107.0
0 ..‘”i‘”l‘.‘ ‘m\ ....|....|....|..]:5.3J9...........|....|....|. N R R N —
m/z--> 40 80 100 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40 14.60

8270-BF031516.M Thu Mar 17 19:28:36 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 17 2-Methyl-E-7-octadecene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.01 4.55 ng 92077 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-E-7-octadecene 266 C19H38 1000130-92-3 83
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 81
3 1-Nonadecene 266 C19H38 018435-45-5 74
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 64
5 9-Nonadecene 266 C19H38 031035-07-1 60
Abundance Scan 1201 (16.014 min): BF085496.D (-1198) (-) m/z 57.10 100.00%
I I /L\A/\/N\M
5000
15,60 15.80 16.00 16.20 16.40
0 m/z 83.10 86.72%
m/z--> 50 100 150 200 250 300 350
Abundance #98178: 2-Methyl-E-7-octadecene
57.0
5000 AR R B B
15. 60 15. 80 16. 00 16 20 16. 40
1410 183 266.0 m/z 97.10 83.65%
| “ H H\ “ 1] 2230 | |
0||||| \ “:“::“: e \IM
m/z--> 50 200 250 300 350
Abundance
55.0 83.0
15,60 15.80 16.00 16.20 16.40
5000 111.0 m/z 69.10 81.68%
o0 “*f“NWMﬂJ\kWAWmJWN
o 139.0168.0 210.0238.0
m/z--> 55 160 1éo 260 250 360 350
Abundance #98169: 1-Nonadecene e o S e e e o o
57.0 |97.0 15.60 15.80 16.00 16.20 16.40
m/z 55.10 73.24%
5000
29.0
125.0
266.0
LT momongsms:
m/z--> 50 100 150 200 2%0 300 350 1560 1580 1600 1620 1640

8270-BF031516.M Thu Mar 17 19:28:36 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085496.D

Aca On : 17 Mar 2016 7:36

Operator : UM/SJ

Sample = H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 18 unknownl6.62 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.87 ng 78307 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoaquinoline, 1.2.3.4-tetrahvdro... 283 C18H21N02 036646-87-4 45
2 9-Phenanthrenemethvl monochloroa... 284 C17H13CI102 092174-37-3 43
3 5H-Benzoldeflcarbazole 191 C14H9N 000203-65-6 35
4 Amiphenazole 191 C9HON3S 000490-55-1 35
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 30
Abundance Scan 1254 (16.620 min): BF085496.D (-1250) (-) m/z 191.15 100.00%
2
5000
35?-1 16.20 16.40 16.60 16.80 17.00
o SN m/z 81.10 51.12%
m/z--> 50 100 150 200 250 300 350
Abundance #108147: Isoquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-meth...
191.0
5000 LR A AR SN B
16.20 16.40 16.60 16.80 17.00
1200 o, m/z 95.10 48 .54%
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
16.20 16.40 16.60 16.80 17.00
5000 m/z 123.10 30.07%
820 284.0
49.0 165.0
N s L s L s L (L L
m/z--> 50 100 150 200 250 300 350
Abundance #49880: 5H-Benzo[def]carbazole L REEaE B e
191.0 16.20 16.40 16.60 16.80 17.00
m/z 136.10 28.78%
5000
oL 390 820 11101370930
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031616\
Data File : BF085496.D

Acq On : 17 Mar 2016 7:-36

Operator : UM/SJ

Sample : H1790-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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... 5.11 4.2 ng 92032 1 6.90 433751 20.0
3-Chloro-6-fluoro. .. 6.68 184.9 ng 4009800 1 6.90 433751 20.0
Hexanoic acid, 2-... 7.56 3.6 ng 107290 2 8.18 591628 20.0
Eicosane 10.37 5.1 ng 142445 3 9.94 560135 20.0
Dodecane, 1-iodo- 10.58 4.4 ng 122455 3 9.94 560135 20.0
Heptadecane 10.85 7.5 ng 210893 4 11.42 562485 20.0
unknownll.04 11.04 2.3 ng 63842 4 11.42 562485 20.0
n-Hexadecanoic acid 11.94 7.3 ng 204528 4 11.42 562485 20.0
Dodecanoic acid 12.73 2.3 ng 65516 4 11.42 562485 20.0
9-Octadecenamide, ... 13.49 16.5 ng 516704 5 14.06 626890 20.0
Dichloroacetic ac... 13.90 8.5 ng 265528 5 14.06 626890 20.0
unknownl14 .19 14.19 2.8 ng 86575 5 14.06 626890 20.0
2-Methyl-E-7-octa... 16.01 4.5 ng 92077 6 15.51 404700 20.0
unknownl16 .62 16.62 3.9 ng 78307 6 15.51 404700 20.0
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