LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084972.D

Aca On : 10 Feb 2016 00:35

Operator =: SJ/1Z

Sample : H1377-08

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-BF020116.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 4.773 232 235 242 rBV 763918 1109756 29.09% 3.106%
2 5.219 272 274 277 rBV 2795472 3694349 96.84% 10.340%
3 6.282 364 367 370 rBVY 2800645 3815018 100.00% 10.677%
4 6.396 375 377 380 rBVY 2921995 3794265 99.46% 10.619%
5 6.636 395 398 400 rBV 750432 995611 26.10% 2.787%
6 6.784 409 411 414 rVB 2610713 2598020 68.10% 7.271%
7 7.207 445 448 450 rBVY 2247488 2710381 71.05% 7 .586%
8 7.916 508 510 513 rBVY 1419389 1378694 36.14% 3.859%
9 9.002 602 605 607 rBY 3328078 3745606 98.18% 10.483%
10 9.402 637 640 642 rBV 614802 664337 17.41% 1.859%

11 9.619 656 659 660 rvB 98908 103539 2.71% 0.290%
12 9.665 660 663 666 rBY 1693196 1591284 41.71% 4._.454%

13 9.848 676 679 682 rBv2 23415 52752 1.38% 0.148%
14 10.110 700 702 704 rvVB 159495 143841 3.77% 0.403%
15 10.328 718 721 725 rBV 46465 85039 2.23% 0.238%

16 10.453 730 732 734 rVB 2699205 2474428 64.86% 6.925%
17 10.579 741 743 747 rVB 99565 155718 4.08% 0.436%
18 11.139 790 792 795 rBV 1374220 1436815 37.66% 4.021%
19 12.568 915 917 920 rBV2 49380 51207 1.34% 0.143%
20 12.728 928 931 934 rBV 3028182 2849222 74.68% 7.974%

21 13.642 1008 1011 1020 rBV 99950 198080 5.19% 0.554%
22 13.768 1020 1022 1025 rBV 1237996 1138105 29.83% 3.185%
23 15.128 1139 1141 1144 rBV 725114 858292 22.50% 2.402%

24 16.877 1290 1294 1297 rBV6 16089 42385 1.11% 0.119%
25 17.723 1364 1368 1371 rBV5 16743 42946 1.13% 0.120%
Sum of corrected areas: 35729690
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF020916\
: BF084972.D

: 10 Feb 2016 00:35

2 SJ/1Z

: H1377-08

27 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

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

BF020116.M
CALIBRATION

Abundance
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TIC: BF084972.D
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Time-->
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TIC: BF084972.D

11.14
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Time--> 8
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77

15.13

TIC: BF084972.D

16.88 17.72
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Time-->
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19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084972.D

Aca On : 10 Feb 2016 00:35

Operator : SJ/1Z

Sample : H1377-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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.

4.77 22.29 ng 1109760 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 235 (4.773 min): BF084972.D (-232) (-) m/z 43.05 100.00%

43
59
5000

101 LB L e e e
440 460 480 500 520
83
o...,....,....,...3?','....,?3.:.,...‘??....,....,...:,|....,. m/z 59.10 59.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 L LI LI L L L B L L B B
440 4.60 4.80 5.00 5.20
m/z 101.10 18.03%
25 31 37 83 g3 1%
| BRSNS TR NI L) AN VL] MMM RN M NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
o R e R
57 4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 15.01%
29 101
o 15 37 51 73 83 95
L B o e R L B s ma s o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B .
59 440 460 480 500 520

m/z 41.05 8.86%

5000 41
31
‘ 69 &7
0 15 M sl ] 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 480 5.00 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084972.D

Aca On : 10 Feb 2016 00:35

Operator : SJ/1Z

Sample : H1377-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.40 Concentration Rank 1

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

6.40 76.22 ng 3794270 1,4-Dichlorobenzene-d4 6.64
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 377 (6.396 min): BF084972.D (-375) (-) m/z 132.00 100.00%
5000 68
6 Trrryprrrrprrrrr|rrrrrp[rr
75 104 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,...:,“.'.‘.‘?," .61'“ BNV -7 S W . S [ N m/z 68.10  46.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I S I I N
6.00 620 6.40 6.60 6.80
3 78 m/z 134.00 31.95%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 29.10%
33 a4 97 105

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 EARaE
132 6.00 6.20 6.40 6.60 6.80
m/z 69.05 19.36%

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 R ma e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084972.D

Aca On : 10 Feb 2016 00:35

Operator : SJ/1Z

Sample : H1377-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.58 2.17 ng 155718 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 83
3 Pentadecane 212 C15H32 000629-62-9 72
4 Tetradecane 198 C14H30 000629-59-4 64
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 59

Abundance Scan 743 (10.579 min): BF084972.D (-741) (-) m/z 57.05 100.00%

g7
43

5000

)

10.20 10.40 10.60 10.80
m/z 43.10 71.81%

o 99 113127141155

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

43 57

?

5000 A T T

85 10. 20 10 40 10. 60 10.80
29 m/z 71.10 51.48%
L e
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
R EEEENEEE RS ey ]
10.20 10.40 10.60 10.80
5000 71 m/z 41.10 31.84%
85
29

99113127141155169183197 226

¥

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane o A RAR R
57 10.20 10.40 10.60 10.80
43 m/z 85.05 31.52%
71
5000 85
29 99
o 5 | ‘ | ‘ 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\BF020916\
Data File : BF084972.D

Aca On : 10 Feb 2016 00:35

Operator : SJ/1Z

Sample : H1377-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.64 3.48 ng 198080 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
4 Cvclododecane 168 C12H24 000294-62-2 86
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 80
Abundance Scan 1011 (13.642 min): BF084972.D (-1008) (-) m/z 57.10 100.00%
57
97
5000 41
| "' 1340 13.60 13.80 14.00
Obrrrprer e m/z 43.10 79.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 LR SUMILN B BN SUM
29 13.40 13.60 13.80 14.00
195 m/z 55.10 T4.72%
NECEN 153168
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 LR SUMILN BRI SRR SUM
97 13.40 13.60 13.80 14.00
5000 m/z 97.05 65.99%
27 125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecy! ester e B B
13.40 13.60 13.80 14.00
m/z 83.10 65.44Y%
5000
o 139154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.'40 13.|60 13.|80 14.'00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020916\
Data File : BF084972.D

Acq On : 10 Feb 2016 00:35

Operator : SJ/1Z

Sample : H1377-08

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.77 22.3 ng 1109760 1 6.64 995611 20.0
unknown6 .40 6.40 76.2 ng 3794270 1 6.64 995611 20.0
Eicosane 10.58 2.2 ng 155718 4 11.14 1436820 20.0
1-Docosene 13.64 3.5 ng 198080 5 13.77 1138110 20.0
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