LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043634.D

Aca On : 14 Nov 2019 15:18

Operator :© JU

Sample - K5826-03

Misc :

ALS Vial : 7 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-BG102119.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 3.159 8 12 25 rvB 74985 114647 5.95% 1.107%
2 5.097 336 342 352 rBV 65275 109269 5.67% 1.055%
3 5.591 419 426 439 rBV 313804 561521 29.14% 5.421%
4 7.195 691 699 714 rBV 336645 689383 35.77% 6.655%
5 7.542 748 758 775 rBV 354984 653393 33.90% 6.308%
6 7.994 828 835 844 rBV 102977 185428 9.62% 1.790%
7 8.317 883 890 899 rBV 271781 495831 25.73% 4.787%
8 9.163 1026 1034 1047 rBV 172482 373010 19.36% 3.601%
9 10.803 1304 1313 1324 rBV 119057 248910 12.92% 2.403%
10 13.253 1723 1730 1746 rBvV 594180 1031093 53.50% 9.954%

11 14.081 1861 1871 1884 rBV 61164 119969 6.23% 1.158%
12 14.627 1958 1964 1976 rBV 247110 419264 21.76% 4.048%
13 16.120 2211 2218 2237 rBV 501726 925585 48.03% 8.936%
14 17.377 2424 2432 2448 rBV 299760 553022 28.70% 5.339%
15 18.264 2579 2583 2587 rBv4 14868 20709 1.07% 0.200%

16 19.980 2869 2875 2887 rBV 1410524 1927131 100.00% 18.604%
17 21.008 3044 3050 3052 rBV7 13215 22921 1.19% 0.221%
18 21.284 3092 3097 3113 rVB3 38270 120305 6.24% 1.161%
19 21.637 3149 3157 3168 rBV 381761 713269 37.01% 6.886%

20 21.819 3183 3188 3192 rBV2 18295 26705 1.39% 0.258%

21 22.412 3285 3289 3295 rVB5 19448 31146 1.62% 0.301%

22 23.094 3398 3405 3413 rBV3 30970 66668 3.46% 0.644%

23 23.887 3534 3540 3547 rBV3 28676 61548 3.19% 0.594%

24 24.821 3688 3699 3713 rBV 267213 826222 42.87% 7.976%

25 25.920 3877 3886 3894 rBV6 20685 61538 3.19% 0.594%
Sum of corrected areas: 10358487
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA G\DATA\BG111419\

BG043634.D

14 Nov 2019 15:18

Ju

K5826-03

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000
8.16

TIC: BG043634.D

7.20 7.54
5.59 8.32

9.16

5.10 7.99

10.80

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50

10 00 10. 50 11. OO 11. 50 12. OO 12. 50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG043634.D

13.25

16.12

17.38
14.63

14.08 18.26

19,98

21.64

22.41

05
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
1400000

1200000

1000000

800000

600000

400000

200000

0k

23.09
I

TIC: BG043634.D

24.82

23.89 25.92
A

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\BG111419\
Data File : BG043634.D

Aca On : 14 Nov 2019 15:18

Operator :© JU

Sample - K5826-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.16 12.37 ng 114647 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 25
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (3.159 min): BG043634.D (-8) (-) m/z 73.10 100.00%
3
5000 43
55 87
007 3.20 3.30 3.40 3.50 3.60
SNBSS | VY S | D SN m/z 43.10 42.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RS RN U AR AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 29.57%
”"lﬂt'ﬂ“"l“ “I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HRNS AN SR AR AR
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.10 28.44%
“ 99 112 129
m/z--> 20 ' éo 100 120 140 160 180 200
Abundance #1877: Acetamide, N-ethyl- R ARmE e S
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 14 .13%
5000 43 87
15 72
'"W'M"$"??“l'l'”'l'“'l"”l"'w""w"'l“"
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043634.D

Aca On : 14 Nov 2019 15:18

Operator :© JU

Sample - K5826-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 11.79 ng 109269 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 342 (5.097 min): BG043634.D (-336) (-) m/z 43.10 100.00%
43
59
5000
s 250 500 550 sk |
...,....,....,..?7.','::..,?3.:1;....,.7?..,??..,....-,|....,. m/z 59.10 64.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 UL N LN N R
4.80 5.00 5.20 5.40
59 m/z 101.10 20.83%
21 37, 53,|| 67 778 o1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.10 14.11%
101
15 o5 3137, 51 %8 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one
43 4.80 5.00 5.20 5.40
m/z 41.10 10.15%
5000
55
21 37, | a9 65 71 77 83 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043634.D

Aca On : 14 Nov 2019 15:18

Operator :© JU

Sample - K5826-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3 unknown7.54 Concentration Rank 1

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

7.54 70.47 ng 653393 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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 758 (7.542 min): BG043634.D (-748) (-) m/z 132.10 100.00%
132
5000 68 ]\¥
6 rrrrrrTyTTTT T T T T
40 52 6 ‘| [ | 104 7.20 7.40 7.60 7.80
e e o e 8l m/Z 68.10 42.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.20 7.40 7.60 7.80
21 70 m/z 134.10 32.82%
4451 60 | 77 gg | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
A IR LU I
7.20 7.40 7.60 7.80
5000 m/z 66.10 30.95%
104
66
14 27 37445158 7 7T g9 g7 | 115 ‘
> 1 % % a6 Jo b % 180 110 10 130 1%
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.20 7.40 7.60 7.80
m/z 69.10 16.86%
5000
33 44 o 97 105
"I"”I""I"'W""?}"??”"l"TFI'?ﬁl"'LI"J' }}ﬁl""l T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043634.D

Aca On : 14 Nov 2019 15:18

Operator :© JU

Sample - K5826-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Cyclotetradecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.28 3.37 ng 120305 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 91
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 81
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 74
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 74
5 17-Pentatriacontene 491 C35H70 006971-40-0 72
Abundance Scan 3096 (21.279 min): BG043634.D (-3092) (-) m/z 57.10 100.00%
57
5000 83
s 100 2130 5140 2183
208 : : : :
178 m/z 55.10  59.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58280: Cyclotetradecane
5583
5000 LR SO BRI B B
29 mmmmmmmm

111 m/z 43.10 54 _.82%
l 9391681?6

) 1
NS AL L I L L L N L L L L Ly L |

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate
57
R e
97 21.00 21.20 21.40 21.60
5000 m/z 83.10 49.69%
125
29 169
ULl Ly, 189106200 266294 339 490
o L e e e B Wt s et
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate R e e
57 21.00 21.20 21.40 21.60
m/z 97.05 47 .48%
97
5000
125
%9‘ ‘ ‘ | ‘l 153181 224250 280308 353 454
A B e L B o R mam e B
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21 20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111419\
Data File : BG043634.D

Acq On : 14 Nov 2019 15:18

Operator : JU

Sample - K5826-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.16 12.4 ng 114647 1 8.00 185428 20.0
2-Pentanone, 4-hy... 5.10 11.8 ng 109269 1 8.00 185428 20.0
unknown7 .54 7.54 70.5 ng 653393 1 8.00 185428 20.0
Cyclotetradecane 21.28 3.4 ng 120305 5 21.64 713269 20.0
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