LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\

Data File : BG035183.D

Aca On : 15 Jun 2018 22:18 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
a?zgle ; J3464-05 SBAZCOME
ALS Vial : 10 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .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

5.168 313 320 328 rBV 63126 104270 2.55% 0.485%
5.632 392 399 408 rBvV 946052 1513201 37.03% 7.042%
rBvV 1041769 1829835 44.77% 8.515%
7.594 726 733 745 rBV 972361 1646387 40.28% 7.662%
8.064 806 813 820 rVB 161553 276879 6.77% 1.288%
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8.387 860 868 877 rvB 685347 1193177 29.19%% 5.553%
9.221 998 1010 1019 rBV 616985 1125745 27 .54% 5.239%
10.866 1282 1290 1301 rVB 214398 384798 9.42% 1.791%
13.310 1698 1706 1716 rBV 1619632 2478848 60.65% 11.536%
14.127 1840 1845 1855 rVB 178433 269855 6.60% 1.256%

=
QO ~NO®

11 14.685 1929 1940 1949 rBV2 386430 636021 15.56% 2.960%
12 16.171 2185 2193 2201 rBV 1654029 2539221 62.13% 11.817%
13 16.388 2225 2230 2241 rVB2 23703 43893 1.07% 0.204%
14 17.428 2400 2407 2412 rBV2 558057 862183 21.10% 4.012%
15 18.309 2552 2557 2563 rBV2 138249 208178 5.09% 0.969%

16 19.578 2768 2773 2780 rBV2 46890 74943 1.83% 0.349%
17 20.030 2844 2850 2857 rBV 3000726 4086958 100.00% 19.019%
18 21.340 3068 3073 3089 rBvV 138339 318064 7.78% 1.480%
19 21.693 3127 3133 3145 rBV2 627305 1015715 24.85% 4.727%
20 24.924 3672 3683 3695 rBvV 299782 880331 21.54% 4_.097%

Sum of corrected areas: 21488502
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061518\

- BG035183.D

- 15 Jun 2018 22:18

- SJ/JU

- J3464-05

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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3000000

2500000

2000000

1500000
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500000

13.31

TIC: BG035183.D
20,03

16.17

17.43 2169

14.68
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TIC: BG035183.D

24.92
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035183.D

Aca On : 15 Jun 2018 22:18

Operator : SJ/JU

Sample = J3464-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.
" 5.17 7.53ng 104270  1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38

053951-43-2 28
000921-14-2 25
1000334-81-9 25

1

2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203
3 Hvdrazine. 1.1-bis(l1-methvlethvl)- 116 C6H16N2
4 n-Propvl t-butvl ether 116 C7H160
5

2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 25
Abundance Scan 320 (5.168 min): BG035183.D (-313) (-) m/z 43.15 100.00%
43.1
5000
101.2
4.80 5.00 520 5.40 5.60
83.2
o‘ﬁﬁﬁﬁhu...k?.?.,....-,....,....,.... 2228 m/z 59.15  64.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L LB L I
4.80 5.00 520 5.40 5.60
0
150 1010 m/z 101.15 29.43%
Wl 60.0 83.0
(O T o L B o o o o o SRR m o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
IIIIIIIIIIIIIIIIAIIIIIII
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.15 20.22%
101.0
ol 180 61.0 82.0 130.0
L o e e e R e o o e I s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 4.80 5.00 520 5.40 5.60
m/z 41.15 10.19%
5000 101.0
42.0
‘\M \‘H\ 84.0
0.”.,”h.“..N..”,.”.,”..“..w..” R EARE R
m/z--> 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035183.D

Aca On : 15 Jun 2018 22:18

Operator : SJ/JU

Sample = J3464-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.59 Concentration Rank 1

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

7.59 118.93 ng 1646390 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 732 (7.588 min): BG035183.D (-726) (-) m/z 132.10 100.00%
13p.1
5000 68.2
w1 ©2 ol s o, | T2 Th k0 7ED 8b0
0 : T m/z 68.15 49 _25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 RS RS R AR
7.20 7.40 7.60 7.80 8.00
630 m/z 66.15 34.01%
150 300 7790 140
m/z--> 25 Jo eb 85 160 150 140 1éo 1éo 260
Abundance
132.0
B0 750 740 760 780 500
5000 m/z 134.15 30.76%
31.0 51.0
S S L I I WL S S B BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R e R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 23.01%
5000
69.0
39.0
0L om0
0...|.. \Hmw “..‘.‘M.........l....l....l.... A e
m/z--> 20 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035183.D

Aca On : 15 Jun 2018 22:18

Operator : SJ/JU

Sample = J3464-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.31 4.83 ng 208178 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Octadecanoic acid 284 C18H3602 000057-11-4 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 50
Abundance Scan 2557 (18.309 min): BG035183.D (-2552) (-) m/z 73.15 100.00%
73.2
5000 /\1*M~M-
129.2
\ 2153 18,00 18.20 18.40 18.60
71. 256.3
0 WRBE L l...,....,.... 228 Tn7z 60.15  69.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0 RN UL B B
129.0 mmmmmmmm
85.0 213.0 m/z 43.10 61.74%
[l e
0IIHIH\IWI\\HIW‘H‘H‘M\\\‘ ‘|‘|||‘|||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.15 56.32%
185.0
228.0
S L S S W I L L L LS B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
.0 18.00 18.20 18.40 18.60
m/z 55.15 55.03%
5000
185.0 241.0284.0
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035183.D

Aca On : 15 Jun 2018 22:18

Operator : SJ/JU

Sample = J3464-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.34 6.26 ng 318064 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
2 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 94
3 Cvclotetradecane 196 C14H28 000295-17-0 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 3073 (21.340 min): BG035183.D (-3068) (-) m/z 83.15 100.00%
57.1 83.2
5000 111.2
139.3168.2 208.1 21.00 21.20 21.40 21.60
N — Ay S, B3 881 s 57.10 89.97%
m/z--> 50 100 150 200 250 300
Abundance #127770: 9-Eicosene, (E)-
57.0 83.0
5000
29.0 111.0 21.00 21.20 21.40 21.60
m/z 69.15 88.11%
0 \‘ I | |139.0 168.0196.0223.0 252.0 280.0
m/z--> 50 100 150 200 250 300 '
Abundance
43.0
69.0 IR BN BRI R
97.0 280.0 21.00 21.20 21.40 21.60
5000 m/z 97.20 85.97%
125.0 251.0
o 153.0181.0 209.0
m/z--> " 50 100 150 200 250 300
Abundance #58277: Cyclotetradecane
55.0 21.00 21.20 21.40 21.60
m/z 55.20 84 .24%
83.0
5000
29.0 } 111.0
196.0
oL ,\JI H .'-'- ‘,\M :“ e
m/z--> 50 100 150 200 250 300 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061518\
Data File : BG035183.D

Acq On 15 Jun 2018 22:18

Operator : SJ/JU

Sample - J3464-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_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... 5.17 7.5 ng 104270 1 8.06 276879 20.0
unknown? .59 7.59 118.9 ng 1646390 1 8.06 276879 20.0
n-Hexadecanoic acid 18.31 4.8 ng 208178 4 17.43 862183 20.0
9-Eicosene, (E)- 21.34 6.3 ng 318064 5 21.69 1015720 20.0
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