LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098700.D

Aca On : 22 Sep 2017 15:19

Operator : SJ/JU

Sample - 15333-01

Misc :

ALS Vial : 17 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-BF092117.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 2.245 23 27 46 rVB 261340 437638 9.76% 1.518%
2 5.151 518 521 529 rVB 222612 235009 5.24% 0.815%
3 5.539 583 587 591 rBY 2069979 1981288 44.18% 6.873%
4 6.539 752 757 760 rBVY 1494192 1195701 26.66% 4.148%
5 6.698 779 784 787 rBVY 3470626 3521645 78.53% 12.216%

6.927 819 823 827 rBV 1050564 821708 18.32% 2.850%
7.086 845 850 853 rBV 3694050 3345913 74.61% 11.606%
7.492 913 919 922 rBV 2620685 2675387 59.66% 9.280%
1311146 1077738 24.03% 3.738%
9.286 1218 1224 1227 rBV 4733388 4484602 100.00% 15.556%
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11 9.963 1335 1339 1343 rBV2 1208568 1018471 22.71% 3.533%
12 10.751 1467 1473 1476 rBV 2403836 2189373 48.82% 7.594%
13 11.451 1588 1592 1595 rBV 1003863 814518 18.16% 2.825%
14 11.962 1675 1679 1685 rBV3 57876 63874 1.42% 0.222%
15 12.751 1810 1813 1823 rBV4 72530 109526 2.44% 0.380%

16 13.033 1857 1861 1865 rBV 3172993 3228527 71.99% 11.199%
17 14.086 2037 2040 2044 rVB 956463 813314 18.14% 2.821%
18 15.580 2289 2294 2303 rVB 626402 814251 18.16% 2.824%

Sum of corrected areas: 28828483
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF092217\

BF098700.D

22 Sep 2017 15:19

SJ/JuU

15333-01

17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098700.D

Aca On : 22 Sep 2017 15:19

Operator : SJ/JU

Sample = 15333-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.25 10.65 ng 437638 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 28 (2.251 min): BF098700.D (-23) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.0
| 2.20 2.30 2.40 2.50 2.60 2.70
NN X TS OSSN NN H— m/z 43.05 37.97%
mz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 S50 2.20 2.30 2.40 2.50 2.60 2.70
970 87.0 m/z 55.00 24 .62%
0 ....,....,...HM;...MM.M.,.u..,§%9.;tl..,....,...%q%g..,
mz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 m/z 87.05 24 .44%
45.0
29.0
0 55.0 101.0
LI IR SELLELS UL SURLEML SURLS I SN SURLL SRR B
mz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #785: Borane, dimethoxy-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.05 13.01%
43.0
5000 150
29.0
| | 57\'0
[0 o o o L o o ML U e e e e e
mz-> 0 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60 2.70

8270-BF092117.M Mon Sep 25 10:59:53 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098700.D

Aca On : 22 Sep 2017 15:19

Operator : SJ/JU

Sample = 15333-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.15 5.72 ng 235009 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetone 58 C3H60 000067-64-1 12
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 521 (5.151 min): BF098700.D (-518) (-) m/z 43.00 100.00%
43.0
5000 50.0
101.0 IS SR L L
| 83.0 | 480 500 520 5.40
o e e e e e e m/z 59.00 48.91%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS S L L
4.80 500 520 5.40
59.0 m/z 58.00 17.75%
0 20 || g0 830 gp0™0
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 101.00 17.33%
15.0
58.0
20 27.0
e R RS I R IS I RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L L L L L L I
43.0 480 500 520 5.40
m/z 41.00 8.54%
5000
58.0
150 579 7%.0 100.0
O B I S o B O
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098700.D

Aca On : 22 Sep 2017 15:19

Operator : SJ/JU

Sample = 15333-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 3 unknown6.70 Concentration Rank 1

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

6.70 85.72 ng 3521650 1,4-Dichlorobenzene-d4 6.93
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 784 (6.698 min): BF098700.D (-779) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IBEARRRE LARE UL S
401 540 6.40 6.60 6.80 7.00
Obrrrerrerrrrr e e 830y 1150 L 77 68.05  35.89%
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 IRBEARREE LRE ULLE S
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.00 33.85%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.55%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R e B
132.0 6.40 6.60 6.80 7.00

m/z 69.10 13.94%

5000

104.0
66.0
140 27.0 390 510 70 g90 || 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098700.D

Aca On : 22 Sep 2017 15:19

Operator : SJ/JU

Sample = 15333-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 5 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.75 2.69 ng 109526 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 70
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 58
3 Dodecanoic acid 200 C12H2402 000143-07-7 55
4 Pentadecanoic acid 242 C15H3002 001002-84-2 47
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 1813 (12.751 min): BF098700.D (-1810) (-) m/z 43.00 100.00%
43.0
73.0
5000 )
' 12.40 12,60 12.80 13.00
o , | m/z 60.00 80.09%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0
12.40 12.60 12.80 13.00
‘ 1850 54y 2840 m/z 72.95  72.32%
1.
01.5'.0“. "“I ":'KTI ﬁ‘\lml jllszoj .“. |?1.3..0‘. .“ o .“. ———
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
73.0 12.40 12.60 12.80 13.00
5000 284.0 m/z 57.00 70.98%
129.0
185.0
P 01 8O N -~ T-NNE- X
m/z--> 50 100 150 200 250 300 350
Abundance #61122: Dodecanoic acid R B .
73.0 12.40 12.60 12.80 13.00
m/z 41.00 62.08%
5000 43.0 129.0
157.0
‘ 010 \ 200.0
(0} .‘J”J.‘a‘ ...}.... — T R e e N REERE
m/z--> 50 m 200 250 300 350 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092217\
Data File : BF098700.D

Acq On : 22 Sep 2017 15:19

Operator : SJ/JU

Sample - 15333-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092117 .M
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]
Butane, 2-methoxy... 2.25 10.7 ng 437638 1 6.93 821708 20.0
2-Pentanone, 4-hy... 5.15 5.7 ng 235009 1 6.93 821708 20.0
unknown6.70 6.70 85.7 ng 3521650 1 6.93 821708 20.0
Octadecanoic acid 12.75 2.7 ng 109526 4 11.45 814518 20.0

8270-BF092117.M Mon Sep 25 10:59:55 2017 Page: 7



