LSC Area Percent Report

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

Data File : BG035184.D

Aca On - 15 Jun 2018 22:57 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
a?zgle ; J3464-06 SBA&COME
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:\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

5.170 314 320 326 rBV 63819 97106 2.33% 0.470%
5.634 392 399 412 rBV 907510 1444927 34.70% 6.998%
rBv 984828 1713424 41.15% 8.299%
7.596 723 733 742 rBV 902642 1551105 37.25% 7.512%
8.060 805 812 820 rBV 149530 261902 6.29% 1.268%
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8.383 859 867 875 rBvV 630932 1106379 26.57% 5.359%
9.223 1001 1010 1023 rBV 568298 1047009 25.14% 5.071%
10.868 1283 1290 1301 rVB 204022 370115 8.89% 1.793%
13.306 1698 1705 1716 rBY 1500803 2369006 56.89% 11.474%
14.129 1839 1845 1851 rBV 160501 240223 5.77% 1.163%

=
QO ~NO®

11 14.687 1931 1940 1949 rBV2 367278 615998 14.79% 2.983%
12 16.167 2185 2192 2201 rBV 1553770 2430057 58.36% 11.769%
13 16.384 2224 2229 2237 rVB2 27014 42640 1.02% 0.207%
14 17.424 2399 2406 2414 rBV2 564819 876912 21.06% 4.247%
15 18.311 2552 2557 2568 rBV 129291 205827 4.94% 0.997%

16 19.574 2768 2772 2777 rBV2 58560 85233 2.05% 0.413%
17 20.032 2844 2850 2862 rBV 3132940 4164141 100.00% 20.168%
18 21.348 3069 3074 3081 rBV7 29934 73747 1.77% 0.357%

19 21.695 3125 3133 3147 rBV2 621870 1036947 24.90% 5.022%
20 24.920 3671 3682 3699 rBV2 289776 914451 21.96% 4._.429%

Sum of corrected areas: 20647149
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035184.D

Aca On : 15 Jun 2018 22:57

Operator : SJ/JU

Sample = J3464-06

Misc :

ALS Vial : 11 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: BG035184.D
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Abundance TIC: BG035184.D
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Abundance TIC: BG035184.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035184.D

Aca On : 15 Jun 2018 22:57

Operator : SJ/JU

Sample = J3464-06

Misc :

ALS Vial : 11 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 7.42 ng 97106 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 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35

Abundance Scan 320 (5.170 min): BG035184.D (-314) (-) m/z 43.15 100.00%
43.1
5000
101.2
480 5.00 520 5.40 5.60
Ol th 133 249 "m/z 59.15  70.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 G R U IR

480 5.00 520 5.40 5.60
m/z 101.15  27.34%

15.0 ‘ 101.0
0.”.Pwh,”.w..”,”.J.”.“.”,”...”......”.“.”,”.w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
R L
480 5.00 520 5.40 5.60
m/z 58.15 14 .73%
5000 101.0
70.0
15.0
O T T T e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #256: Guanidine
59.0 480 5.00 520 5.40 5.60
m/z 41.15 8.20%
5000{ 18.0
< —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035184.D

Aca On : 15 Jun 2018 22:57

Operator : SJ/JU

Sample = J3464-06

Misc :

ALS Vial : 11 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 unknown7.60 Concentration Rank 1

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

7.60 118.45 ng 1551110 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 38
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 734 (7.602 min): BG035184.D (-723) (-) m/z 132.15 100.00%
139.2
5000 68.2
96.2 ‘ | R UL L
40.1 7.20 7.40 7.60 7.80 8.00
0 .':-,....|,'!'~.1.1“.3-,2.. o m/z 68.15 45_84%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AR RARRSRARRS REER NS
69.0 7.20 7.40 7.60 7.80 8.00
39.0 m/z 66.15 32.73%
H 89.0 105.0 \
oL MHMM “‘..‘.‘m.........l....l....l....l....
m/z--> 100 120 140 160 180 200 220
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 134.15 32.31%
5.0 700 gg0
L S U S W B S L B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.59%
97.0
5000
70.0
31.0
51.0
0"L'H'H'P““J|““'\'}}§R'" DR S SR B B A R UL L
m/z--> 40 60 80 100 120 140 160 180 200 220 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 : BG035184.D

Aca On : 15 Jun 2018 22:57

Operator : SJ/JU

Sample = J3464-06

Misc :

ALS Vial : 11 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 4
R.T. EstConc Area Relative to ISTD R.T.
18.31 4.69 ng 205827 Phenanthrene-d10 17.42
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Octadecanoic acid 284 C18H3602 000057-11-4 46

Abundance Scan 2557 (18.311 min): BG035184.D (-2552) (-) m/z 73.15 100.00%

74.2

5000

18.00 18.20 18.40 18.60
m/z 60.15  79.53%

0!

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
60.C
5000 1290 LA L L L L L L RN |
18.00 18.20 18.40 18.60
0
171.0213.0256.0 m/z 43.15 63.55%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
18.00 18.20 18.40 18.60
5000 m/z 55.15 61.73%
29.0
129.0171.0214.0
O T T T T T T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid
3.0 18.00 18.20 18.40 18.60
m/z 57.15 54 _.04%
5000 129.0
29 199.0242.0
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG061518\
Data File : BG035184.D

Acq On : 15 Jun 2018 22:57

Operator : SJ/JU

Sample - J3464-06

Misc :

ALS Vial : 11 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 7.4 ng 97106 1 8.06 261902 20.0
unknown? .60 7.60 118.5 ng 1551110 1 8.06 261902 20.0
n-Hexadecanoic acid 18.31 4.7 ng 205827 4 17.42 876912 20.0
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