LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061317\
Data File : BG027398.D

Aca On 13 Jun 2017 22:59

Operator : SJ/MA

Sample : 13614-08

Misc :

ALS Vial : 11 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:\HPCHEM1\BNA G\METHODS\8270-BG060517.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 5.692 333 341 350 rBV 188950 310724 6.30% 1.685%
2 6.132 408 416 425 rBV 279205 472275 9.58% 2.561%
3 7.678 669 679 688 rBV 181465 338152 6.86% 1.834%
4 8.077 736 747 760 rBV 496278 916020 18.57% 4_.967%
5 8.541 820 826 835 rVB 163140 296931 6.02% 1.610%
6 8.870 874 882 891 rVB 622346 1167756 23.68% 6.332%
7 9.705 1016 1024 1038 rBV 568707 1088604 22.07% 5.903%
8 11.356 1297 1305 1313 rBV 242428 472800 9.59% 2.564%
9 12.584 1507 1514 1524 rVB2 25820 50847 1.03% 0.276%
10 13.747 1703 1712 1722 rVB 1582448 2603797 52.79% 14.120%
11 14.311 1801 1808 1815 rBV9 18608 51024 1.03% 0.277%

12 14.552 1843 1849 1855 rVB 148708 237035 4.81% 1.285%
13 15.122 1939 1946 1952 rBV2 361593 620280 12.58% 3.364%
14 15.562 2016 2021 2025 rBV5 27843 55034 1.12% 0.298%
15 15.709 2041 2046 2053 rBV6 30859 70930 1.44% 0.385%

16 16.602 2191 2198 2209 rVB 892864 1504112 30.50% 8.156%
17 17.872 2407 2414 2425 rVB2 498279 839040 17.01% 4 _550%
18 18.706 2552 2556 2561 rBV 73114 113188 2.30% 0.614%
19 19.963 2766 2770 2780 rBv4 54771 98758 2.00% 0.536%
20 20.445 2846 2852 2863 rVB 3456356 4931914 100.00% 26.744%

21 21.362 3004 3008 3014 rVB 64118 96425 1.96% 0.523%
22 22.249 3152 3159 3169 rVB 573359 1082570 21.95% 5.870%
23 25.915 3772 3783 3795 rBV2 314462 1022840 20.74% 5.547%

Sum of corrected areas: 18441056
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG061317\
Data File : BG027398.D

Aca On : 13 Jun 2017 22:59

Operator : SJ/MA

Sample : 13614-08

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Quant Method

Z:\HPCHEMI\BNA G\METHODS\8270-BG060517 .M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG027398.D

8.08 8.87

6.13 768

11.36

5.69 8.54

12.58

0
Time-->

4.00 450 5.00 5.50

e B T T T T T T T
6.00 6.50 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

05

13.75

TIC: BG027398.D
20144

16.60

17.87

18.71

22.25

19.96 21.36

L

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG027398.D

25.91

0

Time-->

23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061317\
Data File : BG027398.D

Aca On 13 Jun 2017 22:59

Operator : SJ/MA

Sample : 13614-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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.

5.69 20.93 ng 310724 1,4-Dichlorobenzene-d4 8.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 341 (5.692 min): BG027398.D (-333) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 540 560 580 6.00
83.0 : - :
0 ...,....,....,....','!:..,..'!l,..??',Q...,.'...,...:,|....,. m/z 59.00 59.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "o sk sk b0
0,
150 a0 1010 m/z 57.95 17.74%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
540 560 580 6.00
5000 m/z 101.00 17.72%
41.0
29.0 101.0
o 50.0 73.0  86.0
LR UL SR SR SR UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e A RRRE
54.0 540 5.60 5.80 6.00
m/z 41.00 8.85%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘ \‘ SO'Q H‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00

8270-BG060517.M Wed Jun 14 16:57:54 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061317\
Data File : BG027398.D

Aca On 13 Jun 2017 22:59

Operator : SJ/MA

Sample : 13614-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 unknown8.08 Concentration Rank 2

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

8.08 61.70 ng 916020 1,4-Dichlorobenzene-d4 8.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 747 (8.077 min): BG027398.D (-736) (-) m/z 132.00 100.00%
132.0
5000 €8.0
40.0 sa0 - 780 800 8.20 840
ol L 'm/z 68.00 51.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR RN U LR
7.80 8.00 8.20 8.40
2.0 m/z 66.00 32.57%
0 ...,..‘..”‘,l.H.,.l..‘,....,.‘... N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132.0
780 800 8.20 840
5000 m/z 134.00 32.34%
104.0
0l14.0 as0 %60
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14770: Cyclopropanamine, 1-phenyl- B AR mmma s L
132.0 7.80 8.00 8.20 8.40
m/z 69.00 19.34%
104.0
5000
510 770
S T T T AN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061317\
Data File : BG027398.D

Aca On 13 Jun 2017 22:59

Operator : SJ/MA

Sample : 13614-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 1-Adamantanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.58 2.15 ng 50847 Naphthalene-d8 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 90
2 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 64
3 Cvclohexanemethanol. 4-(l1-methvl... 156 C10H200 013828-37-0 59
4 5.7-Octadien-4-one. 2.6-dimethvl... 152 C10H160 003588-18-9 59
5 exo-2-Bromonorbornane 174 C7H11Br 002534-77-2 53
Abundance Scan 1513 (12.578 min): BG027398.D (-1507) (-) m/z 95.00 100.00%
93.0
- W\J\w«%
40 g5 TTO 1001 1820 120 1260 1280

o

.,....,....l,'....,.'.'..,....,...|.','....,.-!:.,....';-....,....,....,....,I...,. m/z 152.00  16.12%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25084: 1-Adamantanol
95.0
5000

12.20 12.40 12.60 12.80

152.0
410 m/z 41.00 12.12%
21.0 77 550 ggg /70 | 1090 135.0
oS S A .. WA | SANNN <L N -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0 950
R
12.20 12.40 12.60 12.80
5000 m/z 94.00 11.43%
152.0
27.0 109.0
55.0 67.0 82.0 137.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28355: Cyclohexanemethanol, 4-(1-methylethyl)-, cis-
95.0 12.20 12.40 12.60 12.80
m/z 77.00 10.33%
5000
55.0 69.0
29.0 o 8.0
9 O YT T Y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061317\
Data File : BG027398.D

Aca On 13 Jun 2017 22:59

Operator : SJ/MA

Sample : 13614-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 unknownl5.71 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.71 2.29 ng 70930 Acenaphthene-d10 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethviphenvl isothiocvanate 163 CO9HONS 019241-16-8 18
2 11-Oxatetracvclol4.2.1.1(2.5).1(... 192 C12H1602 1000194-37-0 18
3 2.5-Dimethviphenvl isothiocvanate 163 C9HONS 019241-15-7 18
4 5-Amino-2.2-dimethvl-2.3-dihvdro... 163 C10H13NO 031010-94-3 15
5 2(1H)-Quinolinone, l1l-methyl- 159 C10H9NO 000606-43-9 15
Abundance Scan 2046 (15.709 min): BG027398.D (-2041) (-) m/z 91.00 100.00%
115.0 168.0
192.0
130.0
5000 39.0 550
73.p 44.0 e —
15.40 15.60 15.80 16.00
o} m/z 163.00 97 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33225: 2,6-Dimethylphenyl isothiocyanate
130.0 163.0
5000 77.0
39.0 15.40 15.60 15.80 16.00
‘ 105.0 148.0 m/z 115.00 82.23%
62.0
0 |1|5‘|.? |“| ; "‘i‘ l‘ IH‘ |“|“‘l“|“|“l“i‘: IMI T MI\I I ‘:“: e IM\I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
8.0 U A BRI BN BN
131.0 15.40 15.60 15.80 16.00
5000 43.0 m/z 159.00 68.33%
105.0 163.0
59.0
27.0 148.0
S S S L S UL L L WAL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33224: 2,5-Dimethylphenyl isothiocyanate
200 168.0 15.40 15.60 15.80 16.00
130. m/z 117.00 67.84%
5000 51.0 .0
27.0 105.0 148.0
0 e l“l‘.l‘.“ﬁ|..‘..|l‘...|....|. R RER RS R an S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061317\
Data File : BG027398.D

Aca On 13 Jun 2017 22:59

Operator : SJ/MA

Sample : 13614-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.71 2.70 ng 113188 Phenanthrene-d10 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 35
Abundance Scan 2557 (18.712 min): BG027398.D (-2552) (-) m/z 73.00 100.00%
430 130
5000
129.0 213.2 e ANt bt
98.0 1570 1851 256.1 1840 18.60 18.80 19.00
o} m/z 59.95 84.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0
83.0 18.40 18.60 18.80 19.00
‘ 1570 1gso 2130 2560 | M/Z 43.00  82.72%
0 AR I‘ﬂ' Al .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 18.40 18.60 18.80 19.00
5000 129.0 m/z 57.10 80.78%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid N o e o A
43.0 730 mmmmmmmm

m/z 55.00 80.70%

- T \A/\/\’JV\]LV\N\/\V\/\/\M
H\ 1 ‘ 80.

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 40 18 60 18. 80 19. 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061317\
Data File : BG027398.D

Aca On 13 Jun 2017 22:59

Operator : SJ/MA

Sample : 13614-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 7 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.96 2.35 ng 98758 Phenanthrene-d10 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 78
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 2769 (19.957 min): BG027398.D (-2766) (-) m/z 43.00 100.00%
5000
185.1 MR IR SRR SR B
2412 2841 355.1 19.60 19.80 20.00 20.20
0 m/z 59.95 98.01%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,73.0
5000 129.0
19.60 19.80 20.00 20.20
185.0 m/z 57.00 95.18%
HP#L? o 30241.0 284.0
[ E— ;“I\ ‘:H“:Hl“ ‘i“hu“l‘u’l I'I\I‘Iz% 'I\I I‘ — ILI Emaman B
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
19,60 19.80 20.00 20.20
5000 129.0 m/z 41.00 94 _.37%
199.0
101.0 157.0 242.0
01'5"0"|"" | R UL DL SR LR B
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R B B
43.0 19.60 19.80 20.00 20.20
m/z 73.00 86.20%
73.0
129.0
185.0213.0241.0
oLl “H X \ o N I T - Y T 11 i) T
m/z--> m m 200 250 300 350 mmmmmmmw
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061317\
Data File : BG027398.D

Acq On 13 Jun 2017 22:59

Operator : SJ/MA

Sample - 13614-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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]
2-Pentanone, 4-hy... 5.69 20.9 ng 310724 1 8.54 296931 20.0
unknown8 .08 8.08 61.7 ng 916020 1 8.54 296931 20.0
1-Adamantanol 12.58 2.1 ng 50847 2 11.36 472800 20.0
unknown15.71 15.71 2.3 ng 70930 3 15.12 620280 20.0
n-Hexadecanoic acid 18.71 2.7 ng 113188 4 17.87 839040 20.0
Octadecanoic acid 19.96 2.4 ng 98758 4 17.87 839040 20.0
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