LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038812.D

Aca On : 22 Dec 2018 11:18

Operator : JU/SJ

Sample = J6505-05

Misc :

ALS Vial : 23 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-BG121218 .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 5.144 344 350 357 rBV 24143 40527 2.48% 0.386%
2 5.614 422 430 444 rvVB 411452 683939 41.89% 6.508%
3 7.223 696 704 720 rBV 450359 855974 52.42% 8.145%
4 7.594 757 767 776 rBV 417767 767059 46.98% 7.299%
5 8.058 839 846 852 rBV 95018 164614 10.08% 1.566%
6 8.381 893 901 909 rBV 321025 567870 34.78% 5.404%
7 9.239 1037 1047 1059 rBV 262385 499914 30.62% 4_.757%
8 10.878 1318 1326 1333 rBV 131095 239789 14.68% 2.282%
9 13.316 1733 1741 1755 rBV 795004 1243173 76.13% 11.830%
10 14.139 1875 1881 1895 rBvV 58964 91249 5.59% 0.868%

11 14.697 1969 1976 1984 rBV3 212177 357343 21.88% 3.400%
12 16.189 2223 2230 2240 rBV 637693 994680 60.92% 9.465%
13 17.447 2437 2444 2449 rBV2 264636 418690 25.64% 3.984%

14 17.488 2449 2451 2459 rVB 24336 30442 1.86% 0.290%
15 18.305 2586 2590 2597 rBV3 11761 24187 1.48% 0.230%
16 18.516 2620 2626 2631 rBV3 9578 17695 1.08% 0.168%
17 19.497 2787 2793 2798 rBV 86510 125956 7.71% 1.199%
18 19.826 2844 2849 2851 rBV3 18098 28826 1.77% 0.274%

19 19.862 2851 2855 2860 rVB 82536 117723 7.21% 1.120%
20 20.050 2880 2887 2892 rBV 1235136 1632893 100.00% 15.538%

21 20.314 2928 2932 2934 rBV4 15644 22173 1.36% 0.211%
22 20.696 2993 2997 3000 rBV6 13595 22659 1.39% 0.216%
23 20.808 3013 3016 3022 rVB6 16545 19036 1.17% 0.181%
24 21.319 3099 3103 3111 rVB6 31900 67134 4._.11% 0.639%

25 21.571 3141 3146 3158 rVB 164760 241870 14.81% 2.302%

26 21.724 3164 3172 3178 rBV2 260947 538802 33.00% 5.127%

27 21.865 3193 3196 3201 rVB 14669 21920 1.34% 0.209%
28 22.476 3296 3300 3306 rVB3 21226 36256 2.22% 0.345%
29 23.181 3416 3420 3425 rVB6 13865 23214 1.42% 0.221%

30 23.980 3549 3556 3574 rVB3 40751 160133 9.81% 1.524%

31 24.873 3701 3708 3713 rBV 22739 58232 3.57% 0.554%
32 25.032 3726 3735 3747 rVB 136860 395001 24.19% 3.759%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038812.D

Aca On : 22 Dec 2018 11:18

Operator : JU/SJ

Sample = J6505-05

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG121218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 10508973
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038812.D

Aca On : 22 Dec 2018 11:18

Operator : JU/SJ

Sample = J6505-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038812.D
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1200000 20.05

1000000

800000 13:32

16.19
600000

400000

17.45 2172
14.70 215

19.5019.8
21,32 2248
1j{.49 18.38.52 19)83| 20.312@0B1 87

O o LI o e o o i o B LA o o o s B e B LA o o o o B

Time--> 13.00 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: BG038812.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038812.D

Aca On : 22 Dec 2018 11:18

Operator : JU/SJ

Sample = J6505-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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.

5.14 4.92 ng 40527 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 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 349 (5.138 min): BG038812.D (-344) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IS R SRR R
4.80 5.00 5.20 5.40
il SO 858 | Tw/z 59.00 51.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B LA RN S AR
4.80 5.00 5.20 5.40
59.0 m/z 101.00 14.92%
210 | 510 || 69.0 830910 1,01'0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 4.80 500 520 540
5000 m/z 58.00 14.78%
20.0 101.0
A 1 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 480 5.00 5.20 5.40
m/z 41.00 7.65%
5000 41.0
31.0
69.0 870
15.0 ‘J L stopl] “ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038812.D

Aca On : 22 Dec 2018 11:18

Operator : JU/SJ

Sample = J6505-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 93.19 ng 767059 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 35
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 20
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 17

Abundance Scan 766 (7.588 min): BG038812.D (-757) (-) m/z 131.90 100.00%
131.9
A RN LR LR B
400 540 ‘ 770 9.0 7.20 7.40 7.60 7.80 8.00
SR TS ,-!-.-.|,..':~'.,.?‘?-.9,..!.,1.35.'9,....,....,-'.~..,.. m/z 68.00  39.23%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 e
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 31.45%
'”'l'”WJ'W””'P'”I”7hq”'P'”l”"'”'P'”I””I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.00 30.08%
70.0
31.0
[ 40 00 | seo | meo |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.50%
5000
69.0
20,0 57.0 ‘
89.0 103.0 ‘
""I"'MM“'Wf“jJW'”"I'”?%q"ﬂl'”“I'W"&%qpl"'W T A R LR LR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038812.D

Aca On : 22 Dec 2018 11:18

Operator : JU/SJ

Sample = J6505-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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-Decanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 2.49 ng 67134 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 58
2 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 58
3 Oxalic acid. cvclobutvl octadecv... 396 C24H4404 1000309-70-8 53
4 Oxalic acid. cvclobutvl tetradec... 340 C20H3604 1000309-70-9 49
5 2-methylhexacosane 380 C27H56 1000376-72-7 47
Abundance Scan 3103 (21.319 min): BG038812.D (-3099) (-) m/z 43.00 100.00%
43.0
SR VN IR BN BURR
L“%wMWﬂ3mg 21.00 21.20 21.40 21.60
e B B S e e e m/z 57.00 97 .23%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #95991: 1-Decanol, 2-hexyl-
57.0
5000 AR AR BARAR IAREE
21.00 21.20 21.40 21.60
J 111.0 m/z 55.00 68.27%
L N 224.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57.0
21.00 21.20 21.40 21.60 |
5000 m/z 71.00 50.19%
111.0
J J | ,167.0 222.0 278.0 334.0 391.0 446.0 504.0 650.0
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550 600 650
Abundance #210293: Oxalic acid, cyclobutyl octadecy! ester B e
58.0 21.00 21.20 21.40 21.60
m/z 41.00 43 .30%
| f0 297.0
m/z--> 0 5'0 100 150 200 250 300 350 400 450 500 550 600 650 2100 21.20 2140 21.60 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG122118\
Data File : BG038812.D

Acq On : 22 Dec 2018 11:18

Operator : JU/SJ

Sample - J6505-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 5.14 4.9 ng 40527 1 8.06 164614 20.0
unknown? .59 7.59 93.2 ng 767059 1 8.06 164614 20.0
1-Decanol, 2-hexyl- 21.32 2.5 ng 67134 5 21.73 538802 20.0
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