LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\
Data File : BG038314.D

Aca On : 4 Dec 2018 00:17

Operator : JU/SJ

Sample : J6179-05

Misc :

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-BG111318.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 5.155 312 318 334 rVB 46063 87535 4_.41% 0.977%
2 5.620 390 397 414 rVB 288511 555644 27 .99% 6.201%
3 7.224 663 670 681 rBV 330687 677303 34.12% 7 .559%
4 7.600 727 734 746 rBV 309892 602456 30.35% 6.723%
5 8.076 809 815 826 rVB 67507 126827 6.39% 1.415%

8.399 863 870 879 rvB 248289 457114 23.03% 5.101%
9.251 1008 1015 1030 rBV 206600 409990 20.65% 4_.576%
96367 186671 9.40% 2.083%
13.334 1703 1710 1719 rBV 580820 943900 47.55% 10.534%
14.157 1844 1850 1862 rBV 66162 103287 5.20% 1.153%
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11 14.715 1937 1945 1954 rBV2 164812 280963 14.15% 3.136%
12 16.201 2191 2198 2210 rBvV2 528180 849685 42.80% 9.483%
13 17.459 2406 2412 2423 rVB2 271118 432868 21.80% 4_.831%
14 18.316 2552 2558 2571 rBv4 22958 40764 2.05% 0.455%
15 20.061 2847 2855 2862 rBV 1497477 1985244 100.00% 22.155%

16 21.342 3068 3073 3083 rBvV 46863 92771 4.67% 1.035%
17 21.742 3134 3141 3152 rBV2 306384 531267 26.76% 5.929%
18 23.410 3418 3425 3431 rVB4 10854 22415 1.13% 0.250%
19 24.027 3526 3530 3537 rVB4 12088 20059 1.01% 0.224%

20 25.056 3689 3705 3718 rBV 178568 553743 27.89% 6.180%

Sum of corrected areas: 8960506
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG120318\
Data File : BG038314.D

Aca On : 4 Dec 2018 00:17

Operator : JU/SJ

Sample : J6179-05

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG038314.D
1400000

1200000
1000000
800000
600000

400000 562 7.22 760

8.40

200000
516 8.08 10.90

I R R R e R e o L e

Time--> 3.50 4.00 4.50 500 550 600 650 7.00 750 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG038314.D

20.06
1400000

1200000
1000000
800000
600000] 1333 16.20

400000 1746 2174
200000 14.71
14.16 18.32 21.34

(O o o S L B 0 LA A  E LL  a

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: BG038314.D

1400000
1200000
1000000
800000
600000
400000

200000 25.06

23.41 24.03

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\HPCHEMI\BNA G\DATA\BG120318\
Data File : BG038314.D

Aca On : 4 Dec 2018 00:17

Operator : JU/SJ

Sample : J6179-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318.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 3

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

5.16 13.80 ng 87535 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Pentanal. oxime 101 C5H11NO 000628-79-5 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 319 (5.161 min): BG038314.D (-312) (-) m/z 43.00 100.00%
43.0
59.0
5000
| s e 4B0 500 520 540
e e e e e e e m/z 59.00 52.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA I R L B
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 14 .79%
1 I' i , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.00 12.27%
101.0
150 310 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- e B S
54.0 480 5.00 520 5.40
31.0 m/z 40.95 7.95%
5000 41.0
73.0
15.0 | mso.o“ | | 870 1020
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG120318\
Data File : BG038314.D

Aca On : 4 Dec 2018 00:17

Operator : JU/SJ

Sample : J6179-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 95.00 ng 602456 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 734 (7.600 min): BG038314.D (-727) (-) m/z 131.90 100.00%
131.9
5000 68.0 A
40.0 54,0 | 6.0 J 720 7.40 7.60 7.80 8.00
L B I e T m/z 68.00 40.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 9r.0 AR NSRS LA AR
7.20 7.40 7.60 7.80 8.00
70.0 m/z 133.90 32.50%
310 440
| N | n 116.0 |
miz--> b @& 10 o 1o 1% 1k
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 9go 1160 m/z 66.00 30.55%
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17 .55%
5000 67.0
41.0 97.0
‘ ‘ 117.0
m/z--> 40 60 80 100 120 140 160 180 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\BG120318\
Data File : BG038314.D

Aca On : 4 Dec 2018 00:17

Operator : JU/SJ

Sample : J6179-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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-Hexadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.34 3.49 ng 92771 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 Cvclotetracosane 336 C24H48 000297-03-0 91

4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 3073 (21.342 min): BG038314.D (-3068) (-) m/z 57.00 100.00%
57.0

83.0

5000

21.00 21.20 21.40 21.60
m/z 43.00 76.74%

182.1206.9 . 341.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95987: 1-Hexadecanol
55.0 83.0

o

21,00 21.20 2140 21.60
m/z 83.00 74.19%

5000

140.0 168.0 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57.0 83.0

21.00 21.20 21.40 21.60
m/z 55.00 69.31%

5000

167.0 196.0222.0  266.0 294.0 302 o
prrrr e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #174179: Cyclotetracosane
43.0 21.00 21.20 21.40 21.60

83.0 m/z 69.00 56.63%

5000
111.0

‘ ‘\ ‘ l‘ H l } |139-0 167.0 196.0 224.0250.0 279.0 308.0 336.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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\BG120318\
Data File : BG038314.D

Acq On : 4 Dec 2018 00:17

Operator : JU/SJ

Sample : J6179-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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 13.8 ng 87535 1 8.08 126827 20.0
unknown? .60 7.60 95.0 ng 602456 1 8.08 126827 20.0
1-Hexadecanol 21.34 3.5 ng 92771 5 21.74 531267 20.0
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