LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\

Data File : BM010264.D

Aca On I 26 May 2017 19:23 Instrument :
Operator : SJ/MA BNA_M
Sample - 13306-06 ClientSampleld :
Misc - DSK-MW-LS
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 M\METHODS\8270-BM051917.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 5.522 408 414 426 rBV 1173193 1729069 15.57% 3.694%
2 7.122 679 686 698 rBV 597470 994405 8.96% 2.125%
3 7.475 739 746 757 rBVY 1966239 3202234 28.84% 6.842%
4 7.939 819 825 837 rBV 420367 702714 6.33% 1.501%
5 8.257 872 879 889 rVB 2030879 3219189 29.00% 6.878%
6 9.128 1018 1027 1035 rBVY 1353434 2232233 20.11% 4_.769%
7 10.745 1295 1302 1308 rBV 482175 836936 7 .54% 1.788%
8 12.557 1603 1610 1617 rBV2 192769 370828 3.34% 0.792%
9 13.192 1711 1718 1725 rBV 4341650 5853279 52.72% 12.506%
10 13.304 1733 1737 1749 rBvV 64644 163476 1.47% 0.349%

11 13.951 1842 1847 1855 rVB 257446 379258 3.42% 0.810%
12 14.268 1895 1901 1906 rBV5 102703 190665 1.72% 0.407%
13 14.363 1912 1917 1921 rVB3 162999 242905 2.19% 0.519%
14 14.504 1934 1941 1945 rBVS8 51241 129878 1.17% 0.278%
15 14.568 1947 1952 1961 rVvv2 722901 1149466 10.35% 2.456%

16 16.062 2200 2206 2218 rBV 3765450 5051541 45.50% 10.793%
17 16.851 2336 2340 2353 rVB 113209 264824 2.39% 0.566%
18 17.315 2414 2419 2426 rVB2 1051568 1524339 13.73% 3.257%
19 17.956 2524 2528 2534 rVB5 99614 138124 1.24% 0.295%
20 18.051 2540 2544 2552 rVB 144285 236411 2.13% 0.505%

21 18.162 2559 2563 2568 rBV5 100341 153707 1.38% 0.328%
22 18.915 2689 2691 2699 rVB2 89486 116004 1.04% 0.248%
23 19.921 2856 2862 2871 rBV 9232797 11101608 100.00% 23.720%
24 21.480 3122 3127 3132 rBV 1794477 2312310 20.83% 4.941%
25 22.586 3310 3315 3320 rBV 1666370 2142961 19.30% 4_579%

26 23.833 3521 3527 3535 rVB2 1169308 2364135 21.30% 5.051%

Sum of corrected areas: 46802499
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1I\BNA M\DATA\BM052617\

Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

ﬁ?ggle ; 13306-06 e
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM051917 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010264.D

8000000
6000000

4000000

2000000 .47 8.26
5.52 9. 13
7.12 704

e L L

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010264.D

10.75

19.92

8000000

6000000

13.19
4000000 16.06

2000000

14.57 1r.32

. 12.56 J 3.30 13-951%0 16.85 178036 18.92
A e P R A e e T R e T T e e e e e e e e e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010264.D

8000000

6000000

4000000

21.48 22.59
2000000 23.83

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\

Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

Sample : 13306-06 e
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown7.47 Concentration Rank 2

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

7.47 91.14 ng 3202230 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10

Abundance Scan 745 (7.469 min): BM010264.D (-739) (-) m/z 132.00 100.00%
132.0
68.1
5000
96.1 e s
40.1 151 2210 7.20 7.40 7.60 7.80
(o} : ; m/z 68.10 52.31%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 R LR UL IR L
69.0 7.20 7.40 7.60 7.80
39.0 m/z 66.10 42 .61%
H 89.0 105.0 \
oL MHMM \‘\”‘I\\H” R A B
m/z--> 100 120 140 160 180 200 220
Abundance
132.0
S e
69.0 104.0 7.20 7.40 7.60 7.80
5000 ' m/z 134.00 31.53%
31.0 51.0
S L UL B UL B B L I W
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13679: 5-Fluoro-2-chloropyrimidine R e B e
132.0 7.20 7.40 7.60 7.80
m/z 69.10 26.89%
5000
‘ 51.0 70.0 86.0 ‘ ‘
0"'w'“w'“'hﬂh"'|ﬂ"l“" | NI UL S SR B R UL UL IURIULE
m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\

Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

Sample : 13306-06 e
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 3 Benzenepropanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.56 8.86 ng 370828 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanoic acid 150 C9H1002 000501-52-0 74
2 Benzvlmalonic acid 194 C10H1004 000616-75-1 72
3 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13N03 1000129-40-0 64
4 3-Phenvl-propionic acid. isoprop... 192 C12H1602 022767-95-9 64
5 2-Phenethyl-_beta.-phenylpropionate 254 C17H1802 028049-10-7 50
Abundance Scan 1611 (12.563 min): BM010264.D (-1603) (-) m/z 91.10 100.00%
91.1
5000 150.1 “
510 " | 12.20 12.40 12.60 12.80
D AW .,|. Aaro L MOl 2Ll B0 /7 104.10  58.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23324: Benzenepropanoic acid
91.0
5000 RS NN UL B
150.0 12.20 12.40 12.60 12.80
m/z 150.10 38.12%
51.0
o -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91.0
12.20 12.40 12.60 12.80
5000 150.0 m/z 77.10 27 .93%
51.0
0 27.0 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91419: 4-Nitrosophenyl-.beta.-phenylpropionate T e
91.0 12.20 12.40 12.60 12.80
m/z 105.10 21.95%
5000
150.0
51.0
. INERR T 2550
m/z--> 20 4b eb 80 100 150 150 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\
Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

Sample : 13306-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 10

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

13.30 2.84 ng 163476 Acenaphthene-d10 14 .57

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 86
2 Borinic acid. diethvl-. 3.3.5-tr... 208 C13H25B0O 057387-76-5 38
3 Pvrimido(5.4-e)-as-triazine-5.7(... 193 C7H7N502 000084-82-2 38
4 6-Methvlphenanthridine 193 C14H1i1N 003955-65-5 27
5 2-Anthracenamine 193 C14H1i1N 000613-13-8 27

Abundance Scan 1736 (13.298 min): BM010264.D (-1733) (-) m/z 193.20 100.00%
198.2
69.1
5000 4Ll
13.00 13.20 13.40 13.60
01 m/z 69.10 54 .82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 R e B e
13. 00 13. 20 13. 40 13. 60
m/z 55.00 53.29%
151.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
123.0 193.0
R R R
41.0 13.00 13.20 13.40 13.60
5000 ' 83.0 m/z 41.10 51.89%
o 61.0 103.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51305: Pyrimido(5,4-e)-as-triazine-5,7(1H,6H)-dione, 1,6-... R R R
109.0 1350 193.0 13.00 13.20 13.40 13.60
m/z 95.10 46 .32%
83.0
5000
43.0 165.0
o by b d L L 4| el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13. 20 13. 40 13. 60

8270-BM051917 .M Tue May 30 11:50:29 2017

DSK-MW-LS

Page: 5



Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA M\DATA\BM052617\
BM010264.D

26 May 2017 19:23

SJ/MA

13306-06

17 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L
LSCINT.P

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Indolinecarboxaldehyde, 2... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.60 ng 379258 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Indolinecarboxaldehvde. 2-hvdr... 193 C10H11NO3 013303-70-3 50
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 45
3 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 42
4 Borinic acid. diethvl-. 3.3.5-tr... 208 C13H25B0 057387-76-5 42
5 1-(P-FLUOROPHENYL)-4-PIPERIDONE 193 C11H12FNO 1000238-56-7 38
Abundance Scan 1847 (13.951 min): BM010264.D (-1842) (- m/z 193.20 100.00%
198.2
5000 "1 69.1
1091 4374
93 13.60 13.80 14.00 14.20
0 165.0 209.3 m/z 69.10 36.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51017: 1-Indolinecarboxaldehyde, 2-hydroxy-5-methoxy-
193.0
5000 AU S SRS B
430 690 122.0 13.60 13.80 14.00 14.20
149.0
95.0 ‘ 165.0 m/z 41.15 34.18%
ol e .‘.‘ : l‘ .Hl“l“‘i Ihwl\ IHM‘H ‘ H‘H h H‘\ MH ‘ “ ‘h “ — .‘. AR
m/z--> 20 40 60 80 100 120 140 1 180 200 220
Abundance
193.0
69.0 123.0 S S
41.0 13.60 13.80 14.00 14.20
5000 95.0 m/z 55.10 30.66%
ol 25.0 139.0  165.0
m/z--> 26 Jo eb éo 160 150 150 1éo 1éo 260 250
Abundance #70988: 2-Pentanone, 4—cyc|ohexy|idene—3,3—di9th‘ I- T[T T T T[T T T T[T T T T[T 1T T[T
193.0 13.60 13.80 14.00 14.20
m/z 67.05 26.16%
5000 55.0
109.0
20,0 81.0
A P m\\ u” b0 15001750 | 2220 e b
m/z--> 20 40 60 1 120 140 160 180 200 220 13 60 13. 80 14.00 14 20

8270-BM051917.M Tue May 30 11:50:30 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\

Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

Sample : 13306-06 e
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 6 11,13-Dimethyl-12-tetradece... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.27 3.32 ng 190665 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11.13-Dimethvl-12-tetradecen-1-o... 282 C18H3402 1000130-81-0 53
2 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 43
3 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 42
4 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 35
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 27
Abundance Scan 1901 (14.268 min): BM010264.D (-1895) (-) m/z 69.05 100.00%

5000

14.00 14.20 14.40 14.60
m/z 55.10 94.92%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107558: 11,13-Dimethyl-12-tetradecen-1-ol acetate

5000 LA L L L L L LB
14.00 14.20 14.40 14.60
m/z 41.05 85.70%
N 180.0 2980 5400 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69.0
A B
14.00 14.20 14.40 14.60
5000 41.0 109.0 137.0 m/z 109.10 68.81%
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene R EaREE RS
1938.0 14.00 14.20 14.40 14.60
0
123.0 m/z 193.10 66 .52%
5000 69.0 950
151.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60

8270-BM051917.M Tue May 30 11:50:30 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\

Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

Sample : 13306-06 e
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 7 2-Pentanone, 4-cyclohexylid... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .36 4.23 ng 242905 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 53
2 2(1H)-Benzocvclooctenone. decahv... 194 C13H220 055103-66-7 49
3 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 43
4 Borinic acid. diethvl-., 3.3.5-tr... 208 C13H25BO 057387-76-5 37
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 35
Abundance Scan 1917 (14.363 min): BM010264.D (-1912) (-) m/z 193.15 100.00%
198.2
69.1
41.1
5000

281.0 14.00 14.20 14.40 14.60
01 : m/z 69.10 71.54%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #70988: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 L o e B e B
109.0 14.00 14.20 14.40 14.60
810 m/z 41.10 57.71%
29 0 137.0
ol gt H.u.,....,‘....,..“.1.6?.0..‘ S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
81.0 IIIIIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60
5000 m/z 55.10 52.40%
123.0 194.0
151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene R AR EEEEE T
193.0 14.00 14.20 14.40 14.60
)
123.0 m/z 67.10 44 _90%
5000 69.0 990
151.0
0 LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 00 14 20 14.40 14.60

8270-BM051917.M Tue May 30 11:50:31 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\
Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

Sample : 13306-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 11

Peak Number 8 unknownl14.50

R.T. EstConc Area Relative to ISTD R.T.
14.50 2.26 ng 129878 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromo-4-fluoroacetophenone 216 C8H6BrFO 000403-29-2 35
2 3-Fluoropropiophenone 152 C9H9FO 000455-67-4 30
3 3-Fluorobenzoic acid. 2.2-dimeth... 210 C12H15F02 204779-85-1 27
4 4-Fluorobenzoic acid. isopropvl ... 182 C10H11FO2 002928-09-8 27
5 Benzoyl chloride, 3-fluoro- 158 C7HACIFO 001711-07-5 27

Abundance Scan 1940 (14.498 min): BM010264.D (-1934) (-) m/z 123.10 100.00%
123.1
69.1
5000 411
193.2
otol | 1521 | boro 2012 14130 1440 14160 1480
(o} m/z 69.10 62.95%
m/z--> 50 100 150 200 250 300 350
Abundance #67131: Bromo-4-fluoroacetophenone
123.0
5000 95.0 L SN ISR B SR
14.20 14.40 14.60 14.80
m/z 41.10 44 _88%
50.0
0 140 1l ‘\ Jad \‘ b “ 1760 2160
m/z--> 50 100 150 200 250 300 350
Abundance
123.0
95.0 14.20 14.40 14.60 14.80
5000 m/z 81.10 42 _.49%
27.0 152.0
57.0
s s I L WL L
m/z--> 50 100 150 200 250 300 350
Abundance #62692: 3-Fluorobenzoic acid, 2,2-dimethylpropyl ester T
57.0 123.0 14.20 14.40 14.60 14.80
m/z 95.00 39.80%
5000 95.0
291
0..”.‘LM"“‘.‘JH..H.A...t“...1?5|'0.... ———T 7 R B RAREE R
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BM051917.M Tue May 30 11:50:32 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\

Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

Sample : 13306-06 e
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.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 9 Benzamide, 4-tert-butyl-N-(... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.85 3.47 ng 264824 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 4-tert-butvl-N-(2-ben... 311 C20H25N02 349491-49-2 72
2 2-Ouinolinol. 1l-oxide 161 C9H7NO2 010285-97-9 64
3 2.4-Quinolinediol 161 C9H7NO2 000086-95-3 64
4 Benzoic acid. 4-(1.1-dimethvleth... 204 C13H1602 015484-80-7 64
5 Benzoyl chloride, 4-(1,1-dimethy... 196 C11H13CIO 001710-98-1 64

Abundance Scan 2340 (16.851 min): BM010264.D (-2336) (-) m/z 161.10 100.00%
1601
5000
ar 150 | e 0 150 1700 1720
Ol psorebepibae b S 2822 Y95 sz 162.05  14.39%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #123451: Benzamide, 4-tert-butyl-N-(2-benzyloxyethyl)-
161.0
5000
91.0 16.60 16.80 17.00 17.20
204.0 m/z 146.10 11.75%
e I O B “‘-l--.---29-6.'9---.----.----.----.---
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
161.0
16.60 16.80 17.00 17.20
5000 m/z 144.95  11.30%
89.0
39.0
G L o U L UL I L UL WL I WL
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #30260: 2,4-Quinolinediol B B B S R
110.0 1610 16.60 16.80 17.00 17.20
: m/z 115.00 9.17%
5000
56.0 l ‘
0 ‘Pwﬁﬁﬂl"'l'”'|"”l"'w""w"'l”"l'” LRI UL SO SRR B
miz--> 50 100 150 200 250 300 350 400 450 500 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\

Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

Sample : 13306-06 e
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 10 1H-Pyrazole, 5-(t-butyl)-3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.05 3.10 ng 236411 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole. 5-(t-butvl)-3-phenvl- 200 C13H16N2 1000261-34-8 81
21.2.3.4.5.6.7.8-0Octahvdro-1-meth... 200 C15H20 1000080-19-4 64
3 Silane. trimethvl-1-naphthalenvl- 200 C13H16Si 018052-80-7 59
4 Ethanone. 1-(6-methoxv-l1-naphtha... 200 C13H1202 058149-89-6 58
5 2-Acetyl-6-methoxynaphthalene 200 C13H1202 003900-45-6 53
Abundance Scan 2544 (18.051 min): BM010264.D (-2540) (-) m/z 185.05 100.00%

185.1
5000

1%1\l e e
77.0
. | Lyl | |226.3 283.2326.8 4Ll Tn/z 200.10  41.23%

Ot o pd e S e

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56213: 1H-Pyrazole, 5-(t-butyl)-3-phenyl-
185.0
5000

17.80 18.00 18.20 18.40

41.0 m/z 170.10 26.42%
‘ 128.0
TN 2 G
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
185.0
17.80 18.00 18.20 18.40
5000 m/z 186.10 13.53%
143.0
77.0
L0 L e e A B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56244: Silane, trimethyl-1-naphthalenyl-
185.0 17.80 18.00 18.20 18.40
m/z 128.10 10.91%
5000
43.0
‘ 128.0
o B - N —— RS L, S
m/z--> 50 100 150 200 250 300 350 400 450 500 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\

Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

Sample : 13306-06 e
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 11 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.16 2.02 ng 153707 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2563 (18.162 min): BM010264.D (-2559) (-) m/z 73.10 100.00%

5000
357.0 17.80 18.00 18.20 18.40
0! m/z 57.10 66.70%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43.0
5000 2560 LA L L L L L L
129 0 17.80 18.00 18.20 18.40
213.0 m/z 60.00 66.53%
L L Hl 1.0 15701850
OII‘ILMH HH H‘H‘\l I\ ‘:‘:“lu‘u‘uul‘uuuu|||||||
m/z--> 200 250 300 350
Abundance
43.0 73.0
R e S EEEE
17.80 18.00 18.20 18.40
5000 129.0 m/z 43.10 65.00%
1990 2420
101.0 157.0
m/z--> 50 100 150 200 250 300 350
Abundance #65566: Tridecanoic acid R AR EEEEE T
73.0 17.80 18.00 18.20 18.40
m/z 41.10 64 .65%
43.0
5000
129.0
‘ 171.0 214.0
1
ol (e | T T
m/z--> 50 O 150 200 250 300 350 17. 80 18 00 18. 20 18 40
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Library Sear

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\
Data File : BM010264.D

Aca On : 26 May 2017 19:23

Operator : SJ/MA

Sample : 13306-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\827

Quant Method :
- ASP BNA STANDARDS FOR 5 POIN

Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R o SR R e e R R R R AR R R R R AR AR R R e R R AR e

ch Compound Report

0-BM051917 .M
T CALIBRATION

R R R S SR e R R AR AR A o e

Peak Number 12 unknown22.59 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22 .59 18.54 ng 2142960 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bisl2-(2-butox... 434 C22H4208 000141-17-3 38
2 di(Butoxvethvl)adipate 346 C18H3406 000141-18-4 16
3 2-Chloro-3.4-dimethvl-5-phenvl-1._. 261 C10H13CINOPS 1000298-05-5 9
4 N-Carbethoxv-2.2-difluoro-3-trif... 277 C8H8F5N04 059223-03-9 9
5 1,2-Propanediol, 3-(tetradecyloxy)- 288 C17H3603 001561-06-4 9
Abundance Scan 3316 (22.591 min): BM010264.D (-3310) (-) m/z 57.10 100.00%
57.1
5000 991 155.1 jt
217.1
261.1 317.2 22.20 22.40 22.60 22.80 23.00
Ot rrr i A 370.2 416.2 489.1 536.2 m/z 155.10 41 . 44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #162396: Hexanedioic acid, bis[2-(2-butoxyethoxy)ethyl] ester
57.0
101.0 173.0
5000 217.0 AR BABRR AR IR
22 20 22. 40 22. 60 22. 80 23. 00
261.0 m/z 99.10 36.29%
o) - "‘I ‘; ‘.‘“.“‘H. “Ih .L‘. | .“",m.‘.‘“. I‘ A ‘ ‘ - I???'OI .4.3.“1..?. MMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
100.0 B ARSUVABUUABUN
173.0 22.20 22.40 22.60 22.80 23.00
5000 m/z 101.05 33.84%
229.0
2130 3470
L0 o LA e e e e e
m/z--> 0 5|0 1(I)O 15|O 200 250 300 350 400 45|O 5CI)O I
Abundance #94744: 2-Chloro-3,4-dimethyl-5-phenyl-1,3,2-oxazaphosphol... T T T
57.0 22.20 22.40 22.60 22.80 23.00
m/z 41.10 30.44%
155.0
5000
261.0
et o
TN U YUY S | (AU | GH—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22. 60 22.80 23. 00

8270-BM051917.M Tue May 30 11:50:35 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052617\

Data File : BM010264.D

Acq On : 26 May 2017 19:23

Operator : SJ/MA

Sample - 13306-06 e
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .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]
unknown7 .47 7.47 91.1 ng 3202230 1 7.94 702714 20.0
Benzenepropanoic ... 12.56 8.9 ng 370828 2 10.75 836936 20.0
Decahydro-4,4,8,9... 13.30 2.8 ng 163476 3 14.57 1149470 20.0
1-Indolinecarboxa... 13.95 6.6 ng 379258 3 14.57 1149470 20.0
11,13-Dimethyl-12. .. 14.27 3.3 ng 190665 3 14.57 1149470 20.0
2-Pentanone, 4-cy... 14.36 4.2 ng 242905 3 14.57 1149470 20.0
unknown14 .50 14.50 2.3 ng 129878 3 14.57 1149470 20.0
Benzamide, 4-tert... 16.85 3.5 ng 264824 4 17.32 1524340 20.0
1H-Pyrazole, 5-(t... 18.05 3.1 ng 236411 4 17.32 1524340 20.0
n-Hexadecanoic acid 18.16 2.0 ng 153707 4 17.32 1524340 20.0
unknown22 .59 22.59 18.5 ng 2142960 5 21.48 2312310 20.0
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