LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085632.D

Acq On : 21 Mar 2016 19:59

Operator : UM/SJ

Sample : H1841-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 height area % max. total
1 5.030 238 240 248 rBvV 220101 352615 10.87% 1.290%
2 5.453 273 277 279 rBV 2274589 3244527 100.00% 11.872%
3 6.481 364 367 369 rBV 2659115 2977292 91.76% 10.894%
4 6.607 376 378 381 rBV 2467783 3128395 96.42% 11.447%
5 6.836 396 398 401 rBVY 505620 661451 20.39% 2.420%
6 6.996 410 412 415 rBV 2295892 2420500 74.60% 8.857%
7 7.407 445 448 451 rBV 1882888 1938271 59.74% 7.092%
8 8.127 508 511 513 rBV 1089345 925762 28.53% 3.388%
9 9.202 602 605 608 rBvY 3054528 3066998 94.53% 11.223%
10 9.602 638 640 641 rBVY 266459 333708 10.29% 1.221%
11 9.819 651 659 660 rBv2 48985 79549 2.45% 0.291%
12 9.876 662 664 667 rvB 866453 894421 27.57% 3.273%
13 10.310 701 702 704 rVB 96137 83166 2.56% 0.304%
14 10.528 718 721 725 rBV 34679 68082 2.10% 0.249%

15 10.665 731 733 736 rBV2 1423545 1808508 55.74% 6.618%

16 10.790 742 744 750 rBV 81446 140323 4._.32% 0.513%

17 10.973 758 760 765 rBV2 14224 34581 1.07% 0.127%
18 11.236 781 783 784 rBV 44789 48455 1.49% 0.177%
19 11.362 792 794 796 rBV 988017 825583 25.45% 3.021%
20 11.888 838 840 845 rBvV2 52455 72282 2.23% 0.264%
21 12.951 930 933 935 rBV 2385194 2483620 76.55% 9.088%
22 13.179 949 953 955 rBvV 52748 52408 1.62% 0.192%
23 13.374 968 970 972 rBV 41416 39336 1.21% 0.144%
24 13.522 980 983 985 rBV 59949 56404 1.74% 0.206%

25 13.842 1009 1011 1017 rBV 113590 156698 4.83% 0.573%
26 13.991 1022 1024 1027 rBV2 572106 662187 20.41% 2.423%
27 14.162 1037 1039 1044 rBV 50131 55369 1.71% 0.203%

28 14.471 1063 1066 1072 rBV2 41037 74375 2.29% 0.272%
29 15.419 1146 1149 1155 rBV 516569 643773 19.84% 2.356%

Sum of corrected areas: 27328639
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF032116\

BF085632.D

21 Mar 2016 19:59

UM/SsJ

H1841-02

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085632.D

Acq On : 21 Mar 2016 19:59

Operator : UM/SJ

Sample : H1841-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 10.66 ng 352615 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 240 (5.030 min): BF085632.D (-238) (-) m/z 43.10 100.00%
a3
59
5000
101 [ e
51| 83 | 460 4.80 5.00 5.20 5.40
e S S m/z 59.10 59.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S RN
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.34%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 m/z 58.10 16.28%
41
ol 50 73 86
wﬂmmwmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 460 4.80 5.00 5.20 5.40
m/z 41.10 8.79%
5000 41
68
0 1l 50 ] 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085632.D

Acq On : 21 Mar 2016 19:59

Operator : UM/SJ

Sample : H1841-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 2 unknown6.61 Concentration Rank 1

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

6.61 94 .59 ng 3128400 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 378 (6.607 min): BF085632.D (-376) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 % 620 6.40 6.60 6.80 7.00
54 104 : . . : .
0 ..,....,....,....,".'..?,::..??...' SIOUNEN -7 AN N TS .S [ N m/z 68.10 41.62%
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 IS I R L
620 640 6.60 6.80 7.00
2 78 m/z 134.10 32.43%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.26%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.01%
5000
104
515 0 77
oL 14 27 37449 58 | ' 89 97 | 115
R a R e R AR A B i L e R T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085632.D

Acq On : 21 Mar 2016 19:59

Operator : UM/SJ

Sample : H1841-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 4 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.79 3.40 ng 140323 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 744 (10.790 min): BF085632.D (-742) (-) m/z 57.10 100.00%
g7
5000 8
: TER 10140 10160 1030 11100 11,20
0 m/z 71.10 79.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82608: Heptadecane
57
85
5000 N A A SR B
10,40 10,60 10.80 11.00 11.20
29 m/z 43.10 65.15%
0 | i H‘1}3‘\141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
10.40 10,60 10.80 11.00 11.20
5000 85 m/z 85.10 51.07%

29
113 141 169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 28.06%
5000 85
29 113
o | % 141 160 197 225 253 281 309 338
Frprr e e e e e e e R B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085632.D

Acq On : 21 Mar 2016 19:59

Operator : UM/SJ

Sample : H1841-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 5 17-Pentatriacontene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.84 4.73ng 156698  Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 80

2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 76
3 Pentafluoropropionic acid, octad... 416 C21H37F502

4 3-Chloropropionic acid, heptadec... 346 C20H39CI102

1000280-07-7 72
1000283-05-1 68

5 1-Octadecene 252 C18H36 000112-88-9 62
Abundance Scan 1011 (13.842 min): BF085632.D (-1009) (-) m/z 57.10 100.00%
57
111 R N R EERmEs e
139165 208 13.60 13.80 14.00 14.20
oL m/z 43.10 73.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 TTTT TTrrrrrrprrrrs T T
13. 60 13. 80 14. OO 14. 20
11 m/z 71.10 58.20%
0 \ M\Nd \\139167196224 267292 321 462 490
T N N LA o N
m/z--> 5 150 200 250 300 350 400 450
Abundance
57
LR R e S
13.60 13.80 14.00 14.20
5000 m/z 55.10 51.50%
29 85
111
139 196224
O L o o B e e o LA s o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecy! ester RS e e
43 13.60 13.80 14.00 14.20
m/z 83.10 51.49%
5000 69
97
o “ |l (125 154181 224 252
LA o e o L0 e s o R I e e
m/z--> 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085632.D

Acq On : 21 Mar 2016 19:59

Operator : UM/SJ

Sample : H1841-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 6 Tetratriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.25 ng 74375 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 1066 (14.471 min): BF085632.D (-1063) (-) m/z 57.10 100.00%

57
5000

M 14.20 14.40 14.60 14.80
208
1Y .||.]4.3.i’".!'.'.,....,.??.1,.... e | M7z 71.10 84 .08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57
5000 LA L L L L LN
14.20 14.40 14.60 14.80
m/z 43.10 59.55%
NELY \H‘\“‘ 183 225 267 311 367 410
T T T T e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R IR R R
14.20 14.40 14.60 14.80
5000 m/z 85.10 56.42%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

iH

ol A e e o o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane T
57 14.20 14.40 14.60 14.80
m/z 55.10 29.80%
5000

i

99
26) | 1)1 141 183 225 267 309 380

B SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14. 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032116\
Data File : BF085632.D

Acq On : 21 Mar 2016 19:59

Operator : UM/SJ

Sample : H1841-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.03 10.7 ng 352615 1 6.85 661451 20.0
unknown6.61 6.61 94.6 ng 3128400 1 6.85 661451 20.0
Heptadecane 10.79 3.4 ng 140323 4 11.36 825583 20.0
17-Pentatriacontene 13.84 4.7 ng 156698 5 13.99 662187 20.0
Tetratriacontane 14 .47 2.3 ng 74375 5 13.99 662187 20.0
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