LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094518.D

Acq On : 19 Apr 2017 16:23

Operator : SJ/MA

Sample - 12751-07

Misc :

ALS Vial : 7 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-BF041717 .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 3.925 334 338 348 rBVY 442780 528194 16.59% 1.761%
2 4.325 402 406 419 rBV 2971642 2901865 91.16% 9.675%
3 4_707 468 471 475 rBvV 35871 35362 1.11% 0.118%
4 5.401 583 589 601 rVB 2900428 3100096 97.38% 10.336%
5 5.525 605 610 613 rBVY 3257620 3183356 100.00% 10.614%
6 5.772 648 652 656 rBY 880969 779760 24.49% 2.600%
7 5.948 677 682 685 rBY 2571585 2287637 71.86% 7.627%
8 6.419 757 762 765 rBV 2028449 2002038 62.89% 6.675%
9 7.260 901 905 909 rBV 1132155 1059487 33.28% 3.532%
10 8.584 1126 1130 1134 rBV 3086454 3078565 96.71% 10.264%

11 9.084 1211 1215 1219 rBV 819058 685675 21.54% 2.286%
12 9.395 1261 1268 1272 rBV2 1188019 1117831 35.11% 3.727%
13 9.995 1367 1370 1374 rVB 76895 68315 2.15% 0.228%
14 10.266 1409 1416 1419 rBV2 31627 51505 1.62% 0.172%
15 10.372 1429 1434 1438 rBV 1908802 2007595 63.07% 6.693%

16 10.578 1465 1469 1477 rBV 103755 152863 4._80% 0.510%

17 11.130 1559 1563 1566 rVB 65935 59374 1.87% 0.198%
18 11.172 1566 1570 1573 rBV3 30644 36852 1.16% 0.123%
19 11.213 1573 1577 1581 rBV 1185130 1216619 38.22% 4._.056%
20 11.948 1699 1702 1709 rBvV4 31304 60793 1.91% 0.203%
21 12.701 1826 1830 1834 rBV 78387 77907 2.45% 0.260%
22 12.977 1873 1877 1882 rVB 65063 73429 2.31% 0.245%

23 13.195 1908 1914 1918 rBV2 2668352 3017793 94.80% 10.062%
24 14.366 2107 2113 2124 rBV3 123707 274094 8.61% 0.914%
25 14.460 2124 2129 2133 rVV 1056412 1140572 35.83% 3.803%

26 14.518 2137 2139 2143 rVB 38794 36852 1.16% 0.123%

27 15.577 2315 2319 2323 rVB 30600 36223 1.14% 0.121%

28 15.683 2333 2337 2340 rBV 31517 44758 1.41% 0.149%

29 16.083 2400 2405 2413 rBV 748806 835512 26.25% 2.786%

30 16.583 2486 2490 2496 rBV3 27036 42485 1.33% 0.142%
Sum of corrected areas: 29993407
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\Data\BF041917\

BF094518.D

19 Apr 2017 16:23

SJ/MA

12751-07

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance
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Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF094518.D
8.58

13.20

10.37

9.40 11.21

9.08

| 1058 1 12.70
10.00 10.2 11187 11.95 .70 12.98 |

Time-->

10.00 10.50 11.00 11.50

12.00 12.50 13.00

9.50 13.50

Abundance

3000000

2500000

2000000

1500000
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0

TIC: BF094518.D

14.46
16.08

14.

.52 15H868 16.58

Time-->
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14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00 18.50 19.00

8270-BF041717.

M Thu Apr 20 07:34:17 2017 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094518.D

Acq On 19 Apr 2017 16:23

Operator : SJ/MA

Sample - 12751-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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.

3.93 13.55 ng 528194 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 339 (3.931 min): BF094518.D (-334) (-) m/z 42.95 100.00%
43
59
5000
101 SUMISUSBMMEY L SMNMBS -
3.60 3.80 4.00 4.20
83
S N 0 - . m/z 59.00 62.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AN UL AR AR
59 360 3.80 4.00 420
m/z 101.10 22.74%
31 101
”'P'”P'”m““““'W“‘W'“W'“'ﬁi'ga'“'“v'”l””l“'w“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
3.60 380 400 420
5000 M m/z 58.00 15.17%
68
50 126 142
wﬂmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone B e A
43 3.60 3.80 4.00 4.20
m/z 41.10 9.49%
5000 101
28 59
‘ ‘ 70 84
'”Iﬁﬁl”mw”'MJ'E%MH'”JJ”'Pw”P'”I“”I”'W”'W”'W“'W AR RS LR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094518.D

Acq On 19 Apr 2017 16:23

Operator : SJ/MA

Sample - 12751-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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 unknown5.52 Concentration Rank 1

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

5.52 81.65 ng 3183360 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 609 (5.519 min): BF094518.D (-605) (-) m/z 132.00 100.00%
5000 68
6 rTrrTTTyTTTTT T T T T
40 ,_ 54 75 104 520 5.40 560 5.80
..,....,....,...:,".'.‘.‘7.,::..??:l-.',..'..,..5??,..!.,.':..,.1.1:‘3.,...., b | m/z 68.10 40.98%
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 RS BAARERARSE LALLE RARAS
520 5.40 5.60 5.80
0
31 4 Sﬁ 78 m/z 134.00 32.46%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 67 m/z 66.10 24.47%
41 97
53 2 117
34 60 89 105 124
wwmmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R R RAmEY
132 520 5.40 5.60 5.80
m/z 69.10 15.58%
5000

63
15 28 39 52 7 90 1M 44 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094518.D

Acq On 19 Apr 2017 16:23

Operator : SJ/MA

Sample - 12751-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.58 2.51 ng 152863 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 78
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 72

Abundance Scan 1469 (10.578 min): BF094518.D (-1465) (-) m/z 57.05 100.00%

57
43 71
5000

10. 20 10 40 10. 60 10. 80
1127141185 177 m/z 43.05  69.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71

5000 IIIIIIIIIIIIIIIIIII
85 10.20 10.40 10.60 10.80
29 m/z 71.10 66 .45%
| L L %9113127141155169 282
R A R o e Eaaaa Eaa e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R AR
71 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 44 .19%
29
15 99113127141155169 198
WWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane R B B A st L
57 10.20 10.40 10.60 10.80
43 m/z 41.05 32.96%
71
5000 85
29 99
| L L4 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094518.D

Acq On 19 Apr 2017 16:23

Operator : SJ/MA

Sample - 12751-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.37 4.81 ng 274094 Chrysene-di12 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 87
3 l17-Pentatriacontene 491 C35H70 006971-40-0 87
4 Cyclopentadecane 210 C15H30 000295-48-7 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 86
Abundance Scan 2114 (14.371 min): BF094518.D (-2107) (-) m/z 43.05 100.00%
B g3
5000 111
[ 139 - 14.00 14.20 14.40 14.60
b A m/z 57.05 92 .05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
97
5000 AN SUNIUR ISR B
14.00 14.20 14.40 14.60
‘125 m/z 55.05 82.33%
ey l‘”‘.“‘. ‘;1?'3' |1|9|6|2|2‘|1| L e B S R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
" 14.00 14.20 14.40 14.60
5000 m/z 83.05 81.66%
97
125157 182 210
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R e
43 14.00 14.20 14.40 14.60
m/z 97.10 76.84%
5000 83
111
l 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 ' 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094518.D

Acq On : 19 Apr 2017 16:23

Operator : SJ/MA

Sample - 12751-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.93 13.6 ng 528194 1 5.77 779760 20.0
unknown5 .52 5.52 81.7 ng 3183360 1 5.77 779760 20.0
Eicosane 10.58 2.5 ng 152863 4 11.21 1216620 20.0
Trichloroacetic a... 14.37 4.8 ng 274094 5 14.46 1140570 20.0
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