LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081318.D

Acq On : 1 Sep 2015 22:40

Operator : UM/1Z

Sample : G3479-01

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-BF090115.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 4._456 247 251 263 rVB 619930 1135713 55.55% 6.751%
2 4.947 291 294 296 rBV 1317880 1840140 90.00% 10.938%
3 6.056 388 391 393 rBV 1677219 2044609 100.00% 12.153%
4 6.147 397 399 402 rBV 1251025 1769230 86.53% 10.516%
5 6.387 417 420 422 rBVY 446660 377155 18.45% 2.242%

6.547 431 434 436 rBV 1041114 1274726 62.35% 7.577%
6.959 468 470 473 rBvV 850724 1107319 54.16% 6.582%
7.679 530 533 535 rBvV 483581 482888 23.62% 2.870%
8.753 624 627 630 rBV 1297016 1786101 87.36% 10.617%
9.165 660 663 665 rBvV 279385 288207 14.10% 1.713%

=
QO ~NO®

11 9.416 682 685 687 rBvV 576034 509626 24.93% 3.029%
12 10.193 751 753 756 rBV2 864448 1033568 50.55% 6.144%

13 10.353 764 767 772 rVB 14694 20884 1.02% 0.124%
14 10.879 811 813 815 rBV 648510 532645 26.05% 3.166%
15 11.451 861 863 867 rBv2 40374 48350 2.36% 0.287%

16 12.468 949 0952 954 rBV 1683133 1573646 76.97% 9.354%
17 13.405 1031 1034 1039 rBV 70046 185682 9.08% 1.104%
18 13.485 1039 1041 1044 rVB 464157 427081 20.89%% 2.539%
19 14.800 1153 1156 1158 rBV 330773 344406 16.84% 2.047%
20 15.280 1194 1198 1209 rBV3 11544 41627 2.04% 0.247%

Sum of corrected areas: 16823603
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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:\HPCHEMI\BNA_F\DATA\BF090115\

BF081318.D
1 Sep 2015 22:40
umsiz
G3479-01
17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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\BF090115\
Data File : BF081318.D

Acq On : 1 Sep 2015 22:40

Operator : UM/I1Z

Sample : G3479-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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.

4._.46 60.23 ng 1135710 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 251 (4.456 min): BF081318.D (-247) (-) m/z 43.10 100.00%
a3
59
5000
. s o 1‘|’1 420 440 460 480
ot e e e m/z 59.10 59.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL UL U
59 420 440 460 4.80
m/z 101.10 15.82%
0 25 3 37 | 83 o3 101
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 480
5000 m/z 58.10 15.56%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4—methy|— LI L L L L L
59 420 4.40 4.60 4.80
m/z 41.10 8.90%
5000 41
31
H [
0% '|'%§'|" Jll""“l""lﬁ%lki""i' "'I""I"'g?l""l' U U L IR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081318.D

Acq On : 1 Sep 2015 22:40

Operator : UM/I1Z

Sample : G3479-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknown6.15 Concentration Rank 1

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

6.15 93.82 ng 1769230 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 399 (6.147 min): BF081318.D (-397) (-) m/z 132.10 100.00%
132
68
5000
0 el oy | SR oho 65 o
Obrrprrrr LA S 87 L i s Wl Tm/z 68.10  56.46Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 o RS AR LR RS b
5.80 6.00 6.20 6.40
21 70 m/z 66.10 37.35%
. 4451 60 | 77 g5 | 105 136 |
mz> 10 20 % 4 50 60 7o 8 9 10 110 120 130 140
Abundance
132
69 o 580 6.00 620 640
5000 m/z 134.10 31.52%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R R h
132 5.80 6.00 6.20 6.40
m/z 69.10 22.96%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081318.D

Acq On : 1 Sep 2015 22:40

Operator : UM/I1Z

Sample : G3479-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.41 8.70 ng 185682 Chrysene-di12 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 11-Tricosene 322 C23H46 052078-56-5 87
5 1-Hexacosanol 382 C26H540 000506-52-5 83
Abundance Scan 1034 (13.405 min): BF081318.D (-1031) (-) m/z 57.10 100.00%
43 47
83 oy
5000
111
125, 49 207 13.00 13.20 13.40 13.60 13.80
o} m/z 55.10 98.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57

97

-

5000
29 13.00 13.20 13.40 13.60 13.80
125 m/z 43.10 90.72%
o “ | 139153167182196210224 252 280
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
4l 69 83 13.00 13.20 13.40 13.60 13.80
5000 97 m/z 83.10 66.67%
111
27 125
0 139153167 182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98170: 1-Nonadecene e RRa T AR,
41 55 13.00 13.20 13.40 13.60 13.80
m/z 97.10 61.06%
69 83 97
5000
il
0.,“.”:” RS MU MBS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081318.D

Acq On : 1 Sep 2015 22:40

Operator : UM/I1Z

Sample : G3479-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.28 2.42 ng 41627 Perylene-di12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 64
2 1-Eicosanol 298 C20H420 000629-96-9 53
3 1-Hexacosanol 382 C26H540 000506-52-5 52
4 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 47
5 4-Trifluoroacetoxytetradecane 310 C16H29F302 1000245-47-6 45
Abundance Scan 1198 (15.280 min): BF081318.D (-1194) (-) m/z 43.10 100.00%
43
5000 69 97
125 208
| | | 15.00 15.20 15.40 15.60
O S T T m/z 57.10 85.77%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
5000
15.00 15.20 15.40 15.60
29 125 m/z 55.10 80.55%
N H “H \‘H mw u‘u “\. i ?1?99“?36 267292 320 348 376 406 434462 490
mz-> 0 50 250 300 350 400 450
Abundance
43
83 15.00 15.20 15.40 15.60
5000 m/z 97.10 51.71%
111
ol 18 139167106 252
miz-> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance #152038: 1-Hexacosanol .
43 15. oo 15 20 15. 40 15. 60
m/z 69.10 47 .86%
5000 83
i
ol Lk | | 139168 196 224 252278 308 336 364
mz—-> 0 55 160 1éo 260 250 360 350 460 4%0 ' 1500 1520 1540 1560
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081318.D

Acq On : 1 Sep 2015 22:40

Operator : UM/1Z

Sample : G3479-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4.46 60.2 ng 1135710 1 6.39 377155 20.0
unknown6.15 6.15 93.8 ng 1769230 1 6.39 377155 20.0
3-Eicosene, (E)- 13.41 8.7 ng 185682 5 13.49 427081 20.0
17-Pentatriacontene 15.28 2.4 ng 41627 6 14.80 344406 20.0
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