LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043638.D

Aca On : 14 Nov 2019 17:52

Operator :© JU

Sample - K5832-10

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-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 3.158 8 12 25 rvB 92617 137862 5.47% 1.073%
2 5.097 336 342 352 rBV 105689 164878 6.55% 1.284%
3 5.596 420 427 443 rBV 499699 890821 35.36% 6.935%
4 7.200 692 700 718 rBV 544321 1029416 40.87% 8.014%
5 7.541 751 758 768 rBV 559696 1001604 39.76% 7.798%

7.994 828 835 846 rBV 97184 170065 6.75% 1.324%
8.323 883 891 903 rBV 416185 751581 29.84% 5.851%
9.163 1026 1034 1052 rBV 294196 601598 23.88% 4.684%
106714 217036 8.62% 1.690%
13.252 1722 1730 1743 rBV 866476 1475707 58.58% 11.489%
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11 14.081 1864 1871 1883 rBV 102380 183869 7.30% 1.431%
12 14.627 1957 1964 1977 rBV2 211954 362555 14.39% 2.823%
13 16.119 2209 2218 2237 rBV 769871 1362522 54.09% 10.608%
14 17.371 2425 2431 2448 rBV 257146 464146 18.43% 3.614%
15 19.985 2868 2876 2885 rBV 1747122 2519060 100.00% 19.612%

16 21.284 3092 3097 3106 rBV6 39710 102538 4_.07% 0.798%
17 21.636 3150 3157 3169 rBvV2 300265 569444 22.61% 4._.433%

18 22.412 3284 3289 3294 rBV6 21104 34896 1.39% 0.272%

19 23.094 3399 3405 3410 rBvV5 25356 49600 1.97% 0.386%

20 23.881 3535 3539 3547 rVvB4 21656 46627 1.85% 0.363%

21 24.821 3687 3699 3715 rBV 216611 669042 26.56% 5.209%

22 25.920 3878 3886 3894 rBV10 14233 39902 1.58% 0.311%
Sum of corrected areas: 12844769
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BG043638.D

14 Nov 2019 17:52

Ju

K5832-10

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG043638.D
1500000
1000000
7.207.54
500000 5.60 8.32
9.16
8.16 5.10 7.99 10.80
Ot T T T T T R T e e T e T P T e T
Time--> 3.50 4.00 450 500 550 6.00 6.50 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 1250
Abundance TIC: BG043638.D
19.99
1500000
1000000
13.25
16.12
500000
21.64
14.63 17.37
14.08 21.28 9241
O A o B o o L e e o I LA e e B B B B B RS S
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: BG043638.D
1500000
1000000
500000
24.82
23.09 23.88 25.92
(O B B o B e e o e B B B E L R A B B B B o i i i i
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 : BG043638.D

Aca On : 14 Nov 2019 17:52

Operator :© JU

Sample - K5832-10

Misc :

ALS Vial : 11 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 4

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

3.16 16.21 ng 137862 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 12 (3.158 min): BG043638.D (-8) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
rerprrrrprrer bbb e e e e || M7z 43.10  40.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RN AN AR IR U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 30.42%
29
HRR NN NI UL UL LR L LN LR LSS BAREE RARSE SAREE SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol Jk
73
87 R AR AR IR U U
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 29.32%
29 ‘
...,....,..ﬂﬂp...“:.k.,.ulah.??.ﬂ.l.?ﬂ..:,..??,....}%?..,..??ﬂ...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #734: N-Ethylformamide R B mam m e
30 3.20 3.30 3.40 3.50 3.60
73 m/z 39.10 12.29%
5000
44 58
il
“'v”Jl”l"“'Mmhl“'w'“'w'”l“'w'“'w'“l“'w'“'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : BG043638.D

Aca On : 14 Nov 2019 17:52

Operator :© JU

Sample - K5832-10

Misc :

ALS Vial : 11 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 3

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

5.10 19.39 ng 164878 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 343 (5.103 min): BG043638.D (-336) (-) m/z 43.10 100.00%
a3
59
5000
T "k 5ho 550 5w
....,....',lu:..:~|,..7.1.f".3...-,|....,....,....,....,....,?97.. m/z 59.10 64.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL R UL L IR
4.80 5.00 520 5.40
59 101 m/z 101.10 22.31%
Ty %Zh.q'...u",.§Q. ??""I"' S NI LI SR UL WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.10 16.32%
29 101
Lo Il 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8367: n-Propyl t-butyl ether
50 4.80 5.00 5.20 5.40
m/z 41.10 7.10%
5000 a1 101
29
el e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BG043638.D

Aca On : 14 Nov 2019 17:52

Operator :© JU

Sample - K5832-10

Misc :

ALS Vial : 11 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.

7.54 117.79 ng 1001600 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12

Abundance Scan 758 (7.541 min): BG043638.D (-751) (-) m/z 132.10 100.00%
132
5000 68
40 ‘ 75 ® 104 720 7.40 7.60 7.80
..,....,....,...:,".'.‘.‘.7" 61'-',..':'.,..5.‘.7,..!.,.'!..,.1.1.5.,....,'...,.. m/z 68.10 41.43%
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 32.69%
4451 60 | 77 g5 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 720 7.40 7.60 7.80
5000 m/z 66.10 30.33%
31 o9 “ 8
| P l !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- — e e

132 7.20 7.40 7.60 7.80
m/z 69.10 17.51%

5000

63
15 28 3 52 % 77 90 104 36

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 : BG043638.D

Aca On : 14 Nov 2019 17:52

Operator :© JU

Sample - K5832-10

Misc :

ALS Vial : 11 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 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.28 3.60 ng 102538 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 80
2 17-Pentatriacontene 491 C35H70 006971-40-0 68
3 1-Hexacosanol 382 C26H540 000506-52-5 68
4 n-Tetracosanol-1 354 C24H500 000506-51-4 64
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 62
Abundance Scan 3096 (21.278 min): BG043638.D (-3092) (-) m/z 57.10 100.00%
g7

5000

21.00 21.20 21.40 21.60
m/z 55.10 80.15%

LI L I T =
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194133: Dichloroacetic acid, heptadecy! ester

57

21.00 21.I20 21.40 21.60
m/z 43.10 74.03%

5000

29

J' 139 168 210238 266 295

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43

21.00 21.20 21.40 21.60
5000 83 m/z 71.10 63.65%

111
\ J i 139167 196 224 267292 321 462 490
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #203698: 1-Hexacosanol
43 21.00 21.20 21.40 21.60

m/z 41.10 58 .58%

5000

83
18 111
[ 440 L) 139 168 196 224 252278 308336 364

I
m/z--> 0 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 : BG043638.D

Acq On : 14 Nov 2019 17:52

Operator : JU

Sample - K5832-10

Misc :

ALS Vial : 11 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.16 16.2 ng 137862 1 7.99 170065 20.0
2-Pentanone, 4-hy... 5.10 19.4 ng 164878 1 7.99 170065 20.0
unknown? .54 7.54 117.8 ng 1001600 1 7.99 170065 20.0
Dichloroacetic ac... 21.28 3.6 ng 102538 5 21.64 569444 20.0
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