LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095905.D

Aca On : 13 Jun 2017 21:18 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 13624-01 NB-RO6151-060917

ALS Vial : 12 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-BF060517.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_.551 501 504 527 rBV 48210 155203 8.46% 1.134%
2 5.239 617 621 657 rBV 724130 1549844 84.45% 11.326%
3 6.916 902 906 917 rBV 898343 1394635 75.99% 10.192%
4 7.004 917 921 943 rVB 1071719 1835189 100.00% 13.412%
5 7.351 976 980 997 rBB 281433 388548 21.17% 2.840%
6 7.586 1015 1020 1036 rBV 916876 1215809 66.25% 8.885%
7 8.269 1132 1136 1170 rBV 603834 951765 51.86% 6.956%
8 9.380 1321 1325 1344 rBV 320047 504968 27.52% 3.690%
9 11.157 1622 1627 1645 rBV 1217849 1542542 84.05% 11.273%
10 11.863 1743 1747 1757 rBV 84743 129655 7.06% 0.948%
11 12.204 1800 1805 1810 rBV2 368042 500943 27.30% 3.661%
12 13.057 1945 1950 1956 rBvV 21824 27023 1.47% 0.197%
13 13.498 2020 2025 2041 rBvV 490164 772969 42_.12% 5.649%
14 13.827 2076 2081 2088 rBvV2 20227 31611 1.72% 0.231%
15 14.598 2208 2212 2224 rVB 298460 443586 24.17% 3.242%
16 15.615 2381 2385 2394 rBvV2 64131 83377 4 .54% 0.609%
17 16.433 2521 2524 2527 rBV 23291 27676 1.51% 0.202%
18 16.733 2569 2575 2584 rBV 43458 78463 4.28% 0.573%
19 16.968 2610 2615 2623 rVB 917692 1060249 57.77% 7.748%
20 17.345 2674 2679 2682 rBV5 20439 37696 2.05% 0.275%
21 17.380 2682 2685 2687 rVB4 15658 19934 1.09% 0.146%

22 18.233 2826 2830 2836 rBV2 96066 166715 9.08% 1.218%
23 18.315 2840 2844 2853 rBV 328533 458055 24.96% 3.348%
24 19.991 3126 3129 3137 rVB2 216344 306936 16.73% 2.243%

Sum of corrected areas: 13683391
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095905.D

Aca On : 13 Jun 2017 21:18

Operator : SJ/MA

Sample : 13624-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

NB-R0O6151-060917
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095905.D

Aca On : 13 Jun 2017 21:18

Operator : SJ/MA

ﬁ?ggle i 13624-01 NB-RO6151-060917
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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_.55 7-.99 ng 155203 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 504 (4.551 min): BF095905.D (-501) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 BN R SR
| 83.0 420 4.40 4.60 4.80
Y Y V0| O e PR m/z 59.10 60.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR S SR
4.20 4.40 4.60 4.80
59.0 m/z 101.00 21.54%
0 20 | 510 | es0  830g19 0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
A
o 350 ah0 b0 4k
5000 m/z 58.10 15.65%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl- et e
31.0 59.0 420 4.40 4.60 4.80
m/z 41.10 9.83%
5000
41.0
0 \“ “‘\‘so.o‘w 130  g7o 1020 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095905.D

Aca On : 13 Jun 2017 21:18

Operator : SJ/MA

ﬁ?ggle i 13624-01 NB-RO6151-060917
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.00 Concentration Rank 1

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

7.00 94 .46 ng 1835190 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 920 (6.998 min): BF095905.D (-917) (-) m/z 132.00 100.00%
132.0
5000 68.0
01 500 || g0 | obo 6B 700 120 740
0..“”.“”.“”.L”.“L.H:mpﬂh“.”“.upwnp.”,””,b”,“ m/z 68.05 40.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 31.09%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.05 22.50%
41.0 97.0
53.0
20.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole SN I LI N B B
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 15.15%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095905.D

Aca On : 13 Jun 2017 21:18

Operator : SJ/MA

ﬁ?ggle i 13624-01 NB-RO6151-060917
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.62 3.76 ng 83377 Phenanthrene-d10 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 2386 (15.621 min): BF095905.D (-2381) (-) m/z 73.10 100.00%
43.0 741
5000 129.1 [k
1540 15.60 15.80 16.00
0! m/z 43.05 87 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0 R e B e
15.40 15.60 15.80 16.00
m/z 57.00 77 .94%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
15.40 15.60 15.80 16.00
5000 129.0 m/z 60.00 77.73%
97.0 199.0 242.0
Jl1s.0 157.0 1800 2230
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L B L e !
73.0 15.40 15.60 15.80 16.00
43.0 m/z 41.05 68.87%
5000 1290
185.0 228.0
e
o . \ 0TRSO N CCN AR W
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 15.40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095905.D

Aca On : 13 Jun 2017 21:18

Operator : SJ/MA

ﬁ?ggle i 13624-01 NB-RO6151-060917
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.23 7.28 ng 166715 Chrysene-di12 18.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
3 Cvclopentadecane 210 C15H30 000295-48-7 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 E-7-Octadecene 252 C18H36 1000130-92-0 90
Abundance Scan 2830 (18.233 min): BF095905.D (-2826) (-) m/z 83.10 100.00%
57.1 83.1
5000
101 1670 1081 2O 1500 1820 18,40 1660
O : m/z 57.10 92.64%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 IR UM SRS BN SUR
18.00 18.20 18.40 18.60
m/z 43.05 81.49%
o 139.0 182.0 210.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0 " 18.00 18:20 18.40 18.60
5000 m/z 97.10 78.47%
111.0
29.0 139.0 1690 5100 238.0 283.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69584: Cyclopentadecane Al EREEEEET S
18.00 18.20 18.40 18.60

m/z 55.10 76.11%

5000

139.0

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061317\

Data File : BF095905.D

Acq On : 13 Jun 2017 21:18

Operator : SJ/MA

ﬁ?ggle i 13624-01 NB-RO6151-060917
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.55 8.0 ng 155203 1 7.35 388548 20.0
unknown? .00 7.00 94.5 ng 1835190 1 7.35 388548 20.0
Tridecanoic acid 15.62 3.8 ng 83377 4 14.60 443586 20.0
Trichloroacetic a... 18.23 7.3 ng 166715 5 18.32 458055 20.0
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