LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\

Data File : BG036598.D

Aca On : 7 Sep 2018 15:43 Instrument :
Operator : JU/SJ ?:'I\:gﬁ(t;Sam ol
3?22'6 J4798-05 090418-SIDIF-)E-D-B
ALS Vial : 6 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-BG082318 .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

5.156 313 318 325 rvB2 45630 69615 1.39% 0.320%
5.620 391 397 407 rBvV 402930 657657 13.10% 3.020%
rBv 293766 507553 10.11% 2.331%
7.582 723 731 741 rBV 710238 1241244 24.73% 5.700%
8.052 805 811 818 rVB 204029 344607 6.87% 1.582%
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8.376 859 866 874 rBV 909682 1614264 32.16% 7.413%
9.216 1001 1009 1022 rBV 836411 1500792 29.90% 6.892%
10.861 1280 1289 1297 rBV 289894 520936 10.38% 2.392%
13.305 1697 1705 1714 rBV 2345183 3612608 71.98% 16.589%
14.128 1839 1845 1851 rBV 185637 264730 5.27% 1.216%

=
QO ~NO®

11 14.680 1932 1939 1951 rVB2 476545 792630 15.79% 3.640%
12 15.967 2154 2158 2164 rVB 57560 74751 1.49% 0.343%
13 16.166 2184 2192 2213 rBV 1214623 1889369 37.64% 8.676%
14 17.424 2399 2406 2418 rBV2 686561 1043321 20.79% 4.791%
15 18.305 2552 2556 2564 rBV 83766 132938 2.65% 0.610%

16 19.574 2768 2772 2777 rBV3 46290 65940 1.31% 0.303%
17 20.033 2843 2850 2863 rBY 3761042 5019088 100.00% 23.048%
18 21.366 3070 3077 3083 rBvV9 17464 63416 1.26% 0.291%
19 21.684 3125 3131 3140 rBV2 687296 1140113 22.72% 5.235%
20 23.993 3519 3524 3532 rVB2 26333 54787 1.09% 0.252%
21 24.897 3667 3678 3694 rBV 346044 1113975 22.19% 5.115%
22 26.078 3873 3879 3885 rVBS8 21199 52550 1.05% 0.241%
Sum of corrected areas: 21776884
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090718\

Data File : BG036598.D

Aca On : 7 Sep 2018 15:43

Operator : JU/SJ

ﬁ?ggle i J4798-05 090418-SIDI-E-D-B
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036598.D
3500000

3000000
2500000
2000000
1500000
1000000 8.38

758 9.22

500000 5.62
5.16

7.21 10.86

8.05

e BHARSN bt | MNSSRRULE SRS | SUMRE: SURE| NURS | IS | S S

T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG036598.D

20.03
3500000

3000000
2500000{ 13.31
2000000

1500000
16.17

1000000
17.42 21.68

500000 14.68

14.13 A 15.9 18.31 19.57 { 21.37

ot T e e T e T T T T T TR T T T T T

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 TIC: BG036598.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 24.90
23.99 K 26.08

O T T T T e e

Time--> 23.00 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:\SVOASRV\HPCHEM1\BNA G\DATA\BG090718\

Data File : BG036598.D

Aca On : 7 Sep 2018 15:43

Operator : JU/SJ

ﬁ?ggle i J4798-05 090418-SIDI-E-D-B
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 4.04 ng 69615 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 50
2 Acetone 58 C3H60 000067-64-1 9
3 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
4 Acetamide. N-(aminocarbonvl)- 102 C3H6N202 000591-07-1 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 319 (5.162 min): BG036598.D (-313) (-) m/z 43.10 100.00%
431
5000
o 450 500 520 a0 |
...!,:...J...?5??...,.... S Tm/z 59.10  53.75%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R UL
4.80 5.00 520 5.40
l m/z 101.10  21.69%
101.0
130, | , .
mz-> 0 50 100 150 200 250 300 350 400
Abundance #213: Acetone
43.0
480 500 520 540
5000 m/z 58.10 18.12%
131'01\1 "
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4092: Formamide, N,N-diethyl-
3d.0 101.0 4.80 5.00 520 5.40
m/z 56.10 6.55%
5000
mz-> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090718\

Data File : BG036598.D

Aca On : 7 Sep 2018 15:43

Operator : JU/SJ

ﬁ?ggle i J4798-05 090418-SIDI-E-D-B
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 2

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

7.58 72.04 ng 1241240 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 731 (7.582 min): BG036598.D (-723) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 w1 || S 750 7k 760 750 8b0
et el 8L L e Wl Tm/z 68.10  46.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A UL UL S
7.20 7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 134.10 31.22%
. 00 0.0 1150
mz-> 20 30 40 50 60 70 80 % 100 110 130 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 30.66%
41.0 97.0
‘ 20.0 117.0
|||||||||||‘||‘||||‘||‘||||‘|‘i||||‘|‘|‘|‘|||||||‘||||1|0|7|0|||‘|||||||H||||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- L ma RA
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.59%
117.0
5000
39.0 910
o | Yo oo | awmo || |
\ 1l [ i \ \ 1
m/z--> 20 30 40 50 60 70 80 9'0 1(')0 110 120 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\
Data File : BG036598.D

Aca On : 7 Sep 2018 15:43

Operator : JU/SJ

Sample : J4798-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.31  2.55ng 132038 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97

2 n-Decanoic acid 172 C10H2002 000334-48-5 62
3 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 18
4 Oxalic acid. cvclobutvl tetradec... 340 C20H3604 1000309-70-9 11
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 2557 (18.311 min): BG036598.D (-2552) (-) m/z 73.10 100.00%
73.1
43.1
5000 129.1
213.2 o563
56.
| ||V“ 97.1 o 1.2 o 18.00 18.20 18.40 18.60
il : : m/z 60.10 81.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0
18.00 18.20 18.40 18.60
97.0 m/z 43.10 75.88%
1Ll 1970 | 1850
Tt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39470: n-Decanoic acid
6Q0.0
A R B S
41.0 18.00 18.20 18.40 18.60
1 0
5000 129.0 m/z 55.10 74.73%
172.0
A h P L s
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #144569: Oxalic acid, dodecyl propy! ester
43.0 18.00 18.20 18.40 18.60
m/z 57.10 69.54%
5000 71.0
97.0 213.0
A || Aoy foo e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090718\

Data File : BG036598.D

Acq On : 7 Sep 2018 15:43

Operator : JU/SJ

ﬁ?ggle i J4798-05 090418-SIDI-E-D-B
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 4.0 ng 69615 1 8.06 344607 20.0
unknown7 .58 7.58 72.0 ng 1241240 1 8.06 344607 20.0
n-Hexadecanoic acid 18.31 2.5 ng 132938 4 17.42 1043320 20.0
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