LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035459.D

Aca On : 28 Jun 2018 00:04

Operator : JU/SJ

Sample : J3694-02

Misc :

ALS Vial : 15 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
1 5.168 314 320 326 rBV 33346 50187 1.38% 0.296%
2 5.626 391 398 409 rBV 348222 595477 16.41% 3.510%
3 7.213 657 668 676 rBV 250384 473070 13.03% 2.788%
4 7.583 723 731 739 rBV 665170 1153638 31.78% 6.800%
5 8.053 804 811 818 rBV 179045 305163 8.41% 1.799%
6 8.376 857 866 874 rBV 539995 917085 25.27% 5.405%
7 9.210 1000 1008 1016 rBV 526136 959273 26.43% 5.654%
8 10.855 1281 1288 1296 rBV 228676 412496 11.36% 2.431%
9 13.298 1696 1704 1712 rBV 1432333 2179331 60.04% 12.845%
10 14.121 1838 1844 1851 rBvV 108255 165012 4 .55% 0.973%

11 14.673 1927 1938 1947 rBvV2 392285 648389 17.86% 3.822%
12 14.908 1973 1978 1986 rVB 35086 50983 1.40% 0.301%
13 16.159 2184 2191 2200 rBV 1246702 1898746 52.31% 11.192%
14 17.416 2399 2405 2411 rBV 552737 841471 23.18% 4._.960%
15 18.298 2550 2555 2566 rBV2 116666 194323 5.35% 1.145%

16 18.509 2587 2591 2600 rBV2 59245 93673 2.58% 0.552%
17 19.055 2680 2684 2691 rBV 39003 63129 1.74% 0.372%
18 19.566 2767 2771 2777 rBV5 47329 62298 1.72% 0.367%
19 20.019 2842 2848 2861 rBV 2648046 3629730 100.00% 21.394%
20 20.794 2977 2980 2986 rVB7 19377 38811 1.07% 0.229%
21 21.329 3066 3071 3081 rBV3 67860 152627 4._.20% 0.900%
22 21.440 3087 3090 3101 rVB1O 27999 54327 1.50% 0.320%
23 21.681 3124 3131 3139 rBV 600578 991482 27.32% 5.844%
24 23.150 3373 3381 3384 rBV10 19837 48182 1.33% 0.284%
25 23.361 3413 3417 3428 rVB4 25129 46913 1.29% 0.277%

26 24.900 3668 3679 3692 rBV3 321002 940146 25.90% 5.541%

Sum of corrected areas: 16965962
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035459.D

Aca On : 28 Jun 2018 00:04

Operator : JU/SJ

Sample : J3694-02

Misc :

ALS Vial : 15 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

Abundance TIC: BG035459.D
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TIC: BG035459.D
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Time-->
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2500000

2000000
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23.28.36
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035459.D

Aca On : 28 Jun 2018 00:04

Operator : JU/SJ

Sample : J3694-02

Misc :

ALS Vial : 15 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.17 3.29 ng 50187 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Heptanol 116 C7H160 000589-82-2 33
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 320 (5.168 min): BG035459.D (-314) (-) m/z 43.15 100.00%
43.1
5000
101.2 tmmsraedand S
4.80 500 5.20 5.40 5.60
ol 2894 M8 4z 59.15  73.89%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A S SR L

480 5.00 5.20 5.40 5.60
m/z 101.15  24.96%

‘ 101.0

O r T T e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
59.0
SN 1 S SN
480 5.00 5.20 5.40 5.60
5000 m/z 41.15 11.16%
15.0 98.0
O T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4083: Morpholine, 4-methyl-
43.0 480 5.00 5.20 5.40 5.60
m/z 58.15 9.31%
5000
101.0
ot b b o
m/z--> 0 50 100 150 200 250 300 350 400 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035459.D

Aca On : 28 Jun 2018 00:04

Operator : JU/SJ

Sample : J3694-02

Misc :

ALS Vial : 15 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 2 unknown7.58 Concentration Rank 1

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

7.58 75.61 ng 1153640 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 731 (7.583 min): BG035459.D (-723) (-) m/z 132.15 100.00%
132.2
5000 68.2
7.20 7.40 7.60 7.80 8.00
Ofrrrdgtllh A A 2428 AS18 48841 Tha/z 68.15  49.31%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRR AR SRR SRR
7.20 7.40 7.60 7.80 8.00
33.0 m/z 134.15 33.60%
700“
0 ”"fllkW""l'”'I""P"'I"”I""I”"I"'W
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
9.0 750 7h0 760 780 8b0
5000 m/z 66.15 33.43%
31.0
L S L L DL UL B WL B S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14491: 5-Aminoindole T o
132.0 7m'M07M'm08m
m/z 69.15 20.88%
5000
27.0 66.0 l
0";'Vh*'|” DAL UL AR SRR UARLL UL B

m/z--> 0 50 100 150 200 250 300 350 400 450 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\BG062718\
Data File : BG035459.D

Aca On : 28 Jun 2018 00:04

Operator : JU/SJ

Sample : J3694-02

Misc :

ALS Vial : 15 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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.30 4.62 ng 194323 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Tetradecanoic acid 228 C14H2802 000544-63-8 47
3 Tridecanoic acid 214 C13H2602 000638-53-9 47
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 18
5 Eicosane 282 C20H42 000112-95-8 11
Abundance Scan 2555 (18.298 min): BG035459.D (-2550) (-) m/z 73.15 100.00%
73.2
43.1
5000
129.2
97.2 157.2 185.3 2133

256.4
35.1 295.3 18.00 18.20 18.40 18.60
i m/z 60.15 64 .82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

J‘H'&a-o 18.00 18.20 18.40 18.60
ol

256.0 m/z 43.15 58.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

157.0 18509 213.0

Abundance
73.0
AR A REama R R
43.0 18.00 18.20 18.40 18.60
m/z 55.15 53.42%
5000 129.0
185.0 228.0
97.0
157.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid L m e e
73.0 18.00 18.20 18.40 18.60
43.0 m/z 41.20 50.53%
5000 129.0
171.0
97.0 214.0
0 L' L M A
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035459.D

Aca On : 28 Jun 2018 00:04

Operator : JU/SJ

Sample : J3694-02

Misc :

ALS Vial : 15 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 5 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.51 2.23 ng 93673 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 74
2 2.2-Bisl4"-cvanooxvphenvllpropane 278 C17H14N202 1000322-13-3 68
3 Trimethvl(2.6 ditert.-butvlpheno... 278 C17H300Si 010416-73-6 64
4 Lvcopodan-5-one. 12-hvdroxv-15-m... 263 C16H25N02 021061-90-5 60
5 Fenoxon sulfoxide 278 C10H1505PS 006552-13-2 53
Abundance Scan 2591 (18.509 min): BG035459.D (-2587) (-) m/z 263.25 100.00%
268.3
5000
57.1
10 1101 1471 1852 2193 | 1820 1840 18.60 18.80
0...,I...'.,..'..,..'.'.',‘.'.".'I,.!"..,".'I...".'..'.',.“.‘..,'."...Il"...'.l...., e m/z 57.15 28.36%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126025: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 USUMABRA SRR AR RN IRRRR
18.20 18.40 18.60 18.80
57.0 147.0 m/z 264.25 22 .54%
L350 | 910 1150 1850 ‘21?0 “
m/z--> 40 60 80 160 120 150 160 180 200 220 240 260 280
Abundance
263.0
18.20 18.40 18.60 18.80
5000 m/z 278.25 20.86%
ol 300 790 1020 o 1910 221.0
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126050: Trimethyl(2,6 ditert.-butylphenoxy)silane
268.0 18.20 18.40 18.60 18.80
m/z 219.25 12.60%
5000
73.0 ‘ ‘ F
0"%'”JP'LI“'W'”'P'”I“"'”"'” e hbw
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035459.D

Aca On : 28 Jun 2018 00:04

Operator : JU/SJ

Sample : J3694-02

Misc :

ALS Vial : 15 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 6 9-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.33 3.08 ng 152627 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 90
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 87
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 86
4 Trichloroacetic acid. undecvl ester 316 C13H23Cl1302 074339-49-4 83
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 83
Abundance Scan 3071 (21.329 min): BG035459.D (-3066) (-) m/z 55.15 100.00%
54.1 97.2
5000
R w04 sio0 | 2100 2120 2140 2160
Ol ; m/z 83.15 97 .62%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127770: 9-Eicosene, (E)-
57.0
5000 SRR BN BUNRE SRR
11.0 21.00 21.20 21.40 21.60
m/z 97.15 93.99%
m/z-> 0 55 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
21.00 21.20 21.40 21.60
5000 1110 m/z 57.25 86.67%
0 15.0 154. 0196 0 269 0 320 0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)- L
55.0 21.00 21.20 21.40 21.60
m/z 69.15 86.32%
5000 7.0
o JH39018202240 280.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 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\BG062718\
Data File : BG035459.D

Acq On : 28 Jun 2018 00:04

Operator : JU/SJ

Sample - J3694-02

Misc :

ALS Vial : 15 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.17 3.3 ng 50187 1 8.05 305163 20.0
unknown7 .58 7.58 75.6 ng 1153640 1 8.05 305163 20.0
n-Hexadecanoic acid 18.30 4.6 ng 194323 4 17.42 841471 20.0
3,5-di-tert-Butyl... 18.51 2.2 ng 93673 4 17.42 841471 20.0
9-Eicosene, (E)- 21.33 3.1 ng 152627 5 21.68 991482 20.0
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