LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083191.D

Aca On : 23 Nov 2015 6:58

Operator : UM/I1Z

Sample : G4437-04

Misc :

ALS Vial : 77 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-BF112115.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 4.787 243 245 256 rVB 960857 1373884 18.60% 2.561%
2 5.256 283 286 293 rBVY 2571928 3480949 47.14% 6.488%
3 6.307 376 378 386 rBY 1957665 2313052 31.32% 4.311%
4 6.422 386 388 391 rBVY 5255845 5616448 76.06% 10.468%
5 6.650 406 408 410 rBV 1438847 1414553 19.16% 2.637%
6 6.810 419 422 424 rBV 5253417 5647364 76.47% 10.526%
7 7.004 436 439 441 rVB 82086 94869 1.28% 0.177%
8 7.096 445 447 450 rvVv 89278 95297 1.29% 0.178%
9 7.176 451 454 455 rvVv 176824 194469 2.63% 0.362%
10 7.222 455 458 461 rVV 4202480 4788563 64.84% 8.925%

11 7.267 461 462 464 rVvVv 170953 157145 2.13% 0.293%
12 7.359 467 470 474 rVvv2 88752 133495 1.81% 0.249%
13 7.484 474 481 482 rVv4 46364 116811 1.58% 0.218%
14 7.519 482 484 486 rVB2 129426 146036 1.98% 0.272%
15 7.667 495 497 500 rBvV2 44578 119112 1.61% 0.222%

16 7.850 511 513 514 rBV2 75427 86257 1.17% 0.161%
17 7.885 514 516 518 rVB 58935 76458 1.04% 0.143%
18 7.942 518 521 523 rBV 1438032 1747338 23.66% 3.257%
19 8.090 532 534 536 rBvV 60921 84825 1.15% 0.158%
20 8.422 561 563 565 rvv 73090 96395 1.31% 0.180%
21 8.467 565 567 570 rvVB 288942 311761 4.22% 0.581%
22 8.776 591 594 597 rBV3 62663 81941 1.11% 0.153%
23 9.016 612 615 618 rBVY 5818272 7384647 100.00% 13.764%
24 9.188 626 630 632 rVB4 47348 92683 1.26% 0.173%
25 9.359 643 645 647 rBvV2 46220 78763 1.07% 0.147%
26 9.416 647 650 654 rvv2 102277 147093 1.99% 0.274%
27 9.485 654 656 660 rvB 85926 94863 1.28% 0.177%
28 9.633 667 669 671 rBvY 86879 81163 1.10% 0.151%

29 9.679 671 673 676 rBV 1292231 1825366 24.72% 3.402%
30 10.033 702 704 706 rBV 90191 121396 1.64% 0.226%

31 10.136 709 713 715 rBV2 113596 134026 1.81% 0.250%
32 10.479 740 743 745 rBV 2809509 4068504 55.09% 7.583%
33 10.605 752 754 758 rVB 110872 144986 1.96% 0.270%
34 11.051 789 793 794 rBV3 63537 93336 1.26% 0.174%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083191.D

Aca On : 23 Nov 2015 6:58

Operator : UM/I1Z

Sample : G4437-04

Misc :

ALS Vial : 77 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.165 800 803 805 rBV 1239991 1582983 21.44% 2.951%

36 11.713 848 851 853 rBvV 401995 413042 5.59% 0.770%
37 12.411 908 912 917 rBV5 43325 115971 1.57% 0.216%
38 12.491 917 919 922 rBV 475324 561148 7.60% 1.046%
39 12.754 939 942 944 rBV 4251637 5956957 80.67% 11.103%
40 13.668 1019 1022 1025 rBVY 91974 152418 2.06% 0.284%

41 13.782 1030 1032 1035 rBV 1447947 1405441 19.03% 2.620%
42 15.154 1149 1152 1154 rBV 706781 1019137 13.80% 1.900%

Sum of corrected areas: 53650945
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083191.D

Aca On : 23 Nov 2015 6:58

Operator : UM/I1Z

Sample : G4437-04

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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: BF083191.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083191.D

Aca On : 23 Nov 2015 6:58

Operator : UM/I1Z

Sample : G4437-04

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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.

4.79 19.43 ng 1373880 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 245 (4.787 min): BF083191.D (-243) (-) m/z 43.05 100.00%
43.0
59.1
5000
| c9.1 83.1 1o|1.1 440 4.60 4.80 5.00 5.20
o) SERERESESSESESSEESMRMSSSUSMSROY ¥ FEBISSCOY | RN - SSRGS M m/z 59.10 55.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RS RN L I
59.0 440 460 4.80 500 5.20
0
150 a0 1010 m/z 101.10 15.59%
0"'I'L'I"”IM"W“"W""P"'I”"??R'I"”Ih"W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
440 460 480 5.00 520
5000 m/z 58.10 13.50%
410 101.0
o 150 310 7 500 69.0 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 440 4.60 4.80 5.00 5.20

m/z 41.10 9.13%

5000 41.0
31.0

69.0 87.0

15.0 M N 500\\‘ 98.0

m/z--> 10 20 40 50 60 70 80 90 100 110 4.40 460 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083191.D

Aca On : 23 Nov 2015 6:58

Operator : UM/I1Z

Sample : G4437-04

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknown6.42 Concentration Rank 2

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

6.42 79.41 ng 5616450 1,4-Dichlorobenzene-d4 6.65
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 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 388 (6.422 min): BF083191.D (-386) (-) m/z 132.10 100.00%
1301
68.1
5000
96.1 NS SRR SRR SRS S
40.1 541 ‘ 6.00 6.20 6.40 6.60 6.80
o.,....,....,“.'...,.'!..,:.'.'.|,...E.‘,l....,..I'.,ﬁ??.l,.l.l.?,l....,'.~..,... m/z 68.10 56.15%
m/z--> 20 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 NSRS SLESE RSN
6.00 6.20 6.40 6.60 6.80
210 510 m/z 66.05 34.30%
OW'”'A'AHJ'WH”'P'JI“Yﬁq”'P'”I“'W'”'P'”I“'W'”
m/z--> 20 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
AP
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.10 33.52%
33.0 44.0 0.0 105.0
o 60.0 7 g0.0 115.0
miz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #2743: 2—Cyc|0hexen—l—one | BRI DL B L
64.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 22.25%
5000
96.0
40.0
20|, %o 810
T T | e
m/z--> 2'0 3'0 ' 5'0 6|0 7'0 8|0 9'0 1(')0 110 150 1§0 14'10 6.00 6|20 640 660 6|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083191.D

Aca On : 23 Nov 2015 6:58

Operator : UM/I1Z

Sample : G4437-04

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 1-Adamantanol Concentration Rank 6

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

8.47 3.57 ng 311761 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 91
2 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 45
3 5.7-Octadien-4-one. 2.6-dimethyl... 152 C10H160 003588-18-9 42
4 Cyclohexene. 1-methvl-3-(1-methv... 138 C10H18 013828-31-4 39
5 3-Hydroxypyridine monoacetate 137 C7H7NO2 017747-43-2 25

Abundance Scan 567 (8.467 min): BF083191.D (-565) (-) m/z 95.10 100.00%
04.1
5000
1 851 geq 71 | 1091 gg3; 15|2'2 8.20 840 8.60 8.80
0'WH'WH'H““lﬁ“l“*v'Nﬁ“'va'“ﬁ“'WH'Wth””l““v m/z 152.20 14.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23934: 1-Adamantanol
95.0
5000 ----u----u----u----ﬁ----
152.0 8.20 8.40 8.60 8.80
’ m/z 94.10 12.03%
o 27.0 55.0 gg,0 /70 109.0 135.0
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
95.0
8.20 8.40 8.60 8.80
5000 m/z 96.10 8.20%
110.0
31.0 430 550 67.0 81.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24085: 5,7-Octadien-4-one, 2,6-dimethyl-, (2)- B et
95.0 8.20 8.40 8.60 8.80
m/z 41.10 7 .59%
5000
41.0 670
' ‘ 109.0 1370 152.0
Obrrprrrr P P T e e e RN R L R A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083191.D

Aca On : 23 Nov 2015 6:58

Operator : UM/I1Z

Sample : G4437-04

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Tetradecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.71 5.22 ng 413042 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 851 (11.713 min): BF083191.D (-848) (-) m/z 73.10 100.00%

431 | 731 n
5000 129.1
97.1 213.2
157.1 185.2 256.3 11.40 11.60 11.80 12.00
Ol i m/z 43.10 97.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
73.0
43.0
5000 129.0 L B BB BN SR

11.40 11.60 11.80 12.00
m/z 60.10 90.85%

ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 75.20%
171.0
97.0 214.0
0 149.0
R B Rl B o o e A BARAS RRRRE RARSS BERS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid R B A B B S R
430 7 11.40 11.60 11.80 12.00
m/z 41.10 69.79%
5000
‘ 157.0 185.0
P A
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:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083191.D

Aca On : 23 Nov 2015 6:58

Operator : UM/I1Z

Sample : G4437-04

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.49 7-.99 ng 561148 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Octanoic Acid 144 C8H1602 000124-07-2 50

Abundance Scan 919 (12.491 min): BF083191.D (-917) (-) m/z 43.10 100.00%

431 730
5000

12.20 12.40 12.60 12.80

0! m/z 73.05 85.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0

12.20 12.40 12.60 12.80
m/z 60.10  77.27%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 T RN REaEE m s
12.20 12.40 12.60 12.80
5000 129.0 m/z 57.10 74.60%
185.0
97.0 228.0
0 15.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid L B L
43.0 73.0 12.20 12.40 12.60 12.80
m/z 55.10 67.16%
5000
129.0
256.0
0 ‘ ‘H \‘ . 157.0 185.0 2130
IIIIII‘IIIIII‘I‘II IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083191.D

Aca On : 23 Nov 2015 6:58

Operator : UM/I1Z

Sample : G4437-04

Misc :

ALS Vial : 77 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 1-Pentadecanethiol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.17 ng 152418 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 94
2 1-Nonadecanol 284 C19H400 001454-84-8 94
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1022 (13.668 min): BF083191.D (-1019) (-) m/z 57.10 100.00%
5¢.1 84
5000 AAMJAAAIVJN¥rﬂ\djk/ﬂqﬁ\fﬂjv
140.2 167.2 205.1 231.2 281.1 13.40 13.60 13.80 14.00
Obrrrrrrrfhrs m/z 43.10 99.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84854: 1-Pentadecanethiol
55.0  83.0
5000 LN BN SRR BRI R
Bmmmmmmm
210.0 m/z 83.10 98.96%
139.0 182.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 83.0
13.40 13.60 13.80 14.00
5000 m/z 55.10 96.28%
111.0
0L.180 1390 168.0 196.0  238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #145521: Bromoacetic acid, hexadecy! ester R B LA M e e
43.0 13.40 13.60 13.80 14.00
m/z 97.10 81.63%
o M\/\J//\/\W
m/z--> "lelhdlleo 80 100 120 140 160 180 200 220 240 260 280 'iééoliééd iééolihdd"
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112215\
Data File : BF083191.D

Acq On : 23 Nov 2015 6:58

Operator : UM/1Z

Sample : G4437-04

Misc :

ALS Vial : 77 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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... 4.79 19.4 ng 1373880 1 6.65 1414550 20.0
unknown6 .42 6.42 79.4 ng 5616450 1 6.65 1414550 20.0
1-Adamantanol 8.47 3.6 ng 311761 2 7.94 1747340 20.0
Tetradecanoic acid 11.71 5.2 ng 413042 4 11.16 1582980 20.0
Pentadecanoic acid 12.49 8.0 ng 561148 5 13.78 1405440 20.0
1-Pentadecanethiol 13.67 2.2 ng 152418 5 13.78 1405440 20.0
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