LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103019\
Data File : BG043405.D

Aca On : 30 Oct 2019 17:58

Operator :© JU

Sample - K5543-01

Misc :

ALS Vial : 6 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 3.190 12 17 29 rvB 126800 197887 6.36% 1.292%
2 5.123 340 346 354 rBV 93839 155057 4 .98% 1.012%
3 5.610 421 429 440 rBV 461038 819701 26.35% 5.352%
4 7.208 692 701 720 rBV 479511 963005 30.96% 6.288%
5 7.561 753 761 771 rBV 514349 935491 30.07% 6.108%
6 8.019 832 839 848 rBV 135247 244861 7.87% 1.599%
7 8.348 885 895 908 rBV 394262 733803 23.59% 4_.791%
8 9.183 1029 1037 1055 rBV 251382 550151 17.69% 3.592%
9 10.828 1309 1317 1327 rBV 142519 306040 9.84% 1.998%
10 13.272 1726 1733 1759 rBvV 883645 1526975 49.09% 9.971%

11 14.100 1867 1874 1886 rBV 90379 183798 5.91% 1.200%
12 14.647 1958 1967 1982 rBvV2 317609 525476 16.89% 3.431%
13 16.139 2214 2221 2238 rBV 804407 1401997 45.07% 9.155%
14 17.396 2428 2435 2449 rBvV2 383397 702574 22.59% 4._.588%

15 17.514 2451 2455 2464 rVB4 24792 43104 1.39% 0.281%
16 18.284 2582 2586 2596 rBV2 29966 63767 2.05% 0.416%
17 19.999 2872 2878 2895 rBV 2198422 3110546 100.00% 20.311%
18 21.263 3086 3093 3095 rBV2 31326 63919 2.05% 0.417%

19 21.315 3095 3102 3108 rvv2 83471 233971 7.52% 1.528%
20 21.380 3108 3113 3123 rVB 131694 240499 7.73% 1.570%

21 21.656 3153 3160 3174 rBV 497044 948380 30.49% 6.193%

22 22.449 3289 3295 3299 rBV2 21512 35240 1.13% 0.230%

23 23.137 3405 3412 3417 rBv4 30656 61543 1.98% 0.402%

24 23.319 3438 3443 3452 rVB2 36299 69787 2.24% 0.456%

25 23.930 3541 3547 3556 rVB3 33696 76647 2.46% 0.500%

26 24.852 3690 3704 3718 rBV2 342663 1070002 34.40% 6.987%

27 25.981 3890 3896 3903 rVvB4 19330 50479 1.62% 0.330%
Sum of corrected areas: 15314700
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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\BG103019\

BG043405.D

30 Oct 2019 17:58

Ju

K5543-01

6 Sample Multiplier: 1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG043405.D
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7.56
500000 5.61 21 8.35
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8.19 512 8.02 10.83
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Abundance TIC: BG043405.D
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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: BG043405.D
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24.85
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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

8270-BG102119.

M Thu Oct 31 15:43:28 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103019\
Data File : BG043405.D

Aca On : 30 Oct 2019 17:58

Operator :© JU

Sample - K5543-01

Misc :

ALS Vial : 6 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 2,2,4-Trimethyl-3-pentanol Concentration Rank 3

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

3.19 16.16 ng 197887 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 17 (3.190 min): BG043405.D (-12) (-) m/z 73.05 100.00%
73
5000 43
55 87
35 &7 3.20 3.30 3.40 3.50 3.60
e ST Tm/z 43.10 41.33%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7B
41 55 87
5000 LA AR U RS AR AR
3.20 3.30 3.40 3.50 3.60
‘ m/z 87.10 29.63%
15 ||| ‘ || | o7
miz--> 0 10 20 30 40 80 90 100
Abundance #4492. Butane, 2 methoxy 2- methyl—
7B
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.05 26.77%
43 °°
87
"'I""I""I"'H“??'j ‘ ‘49'"'?4'§?H'l"I""I"”%Q%"I
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1996: Silane, tetramethyl-
7B 3.20 3.30 3.40 3.50 3.60
m/z 41.05 12.22%
5000
15 \\ 535965 | 79 88
m/z--> 0 10 20 3'0 4I I0 6|O 70 8 9 100 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\BG103019\
Data File : BG043405.D

Aca On : 30 Oct 2019 17:58

Operator :© JU

Sample - K5543-01

Misc :

ALS Vial : 6 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.

5.12 12.66 ng 155057 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.2.3.3.5.8.11-Heptamethvl-4.7.1... 348 C18H4004Si 1000367-07-2 38
3 3-0ctanol 130 C8H180 000589-98-0 36
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28

Abundance Scan 346 (5.123 min): BG043405.D (-340) (-) m/z 43.05 100.00%
43
59
5000
i PN
S— ..-!|,....?.3...-,....,....,....,....,...1.??... 283 Tm/z 59.10  65.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AN UL AR
4.80 500 5.20 5.40
59 m/z 101.10 23.00%
%7 g3 101
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #182516: 2,2,3,3,5,8,11-Heptamethyl-4,7,10,13-tetraoxa-3-s...
59
480 500 520 540
5000 m/z 58.10 18.71%
101
43 159
5 117
29 J ‘ ‘ y | 133 | 174191 231 275291
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13627: 3-Octanol
59 4.80 500 5.20 5.40
m/z 41.10 9.61%
83
5000 41
101
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103019\
Data File : BG043405.D

Aca On : 30 Oct 2019 17:58

Operator :© JU

Sample - K5543-01

Misc :

ALS Vial : 6 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 unknown7.56 Concentration Rank 1

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

7.56 76.41 ng 935491 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 761 (7.561 min): BG043405.D (-753) (-) m/z 132.00 100.00%
132
5000 68
6 rrrrrTpTTrT T T T T T T
40 ‘ 75 104 7.20 7.40 7.60 7.80
..,....,....,...:,“.'.‘.‘:7,:! .6.1.'-..|,....,..5.‘.7,....,.'!..,.1.1?3.,...., b w m/z 68.10 38.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80
0
34 5 78 m/z 134.00 33.39%
”I“'W'”'l'”HJ'W'”'P'JI“'W'”'P'”I“'W'”'P'”I“'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
720 7.40 7.60 7.80
5000 m/z 66.10 29.85%
104
66
14 27 37445158 7 7T g9 97 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A Ra
132 7.20 7.40 7.60 7.80
m/z 69.10 18.80%
5000
33 44 o g7 105
"I"”I""I"'W""?%"éﬁ"'l"TFI'ﬁql"'Ll"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\BG103019\
Data File : BG043405.D

Aca On : 30 Oct 2019 17:58

Operator :© JU

Sample - K5543-01

Misc :

ALS Vial : 6 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 Benzenepropanamide, .alpha.... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.32 4.93 ng 233971 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanamide. .alpha.-(ben... 284 C16H16N203 058690-81-6 50
2 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 38
3 Malonic acid. hexadecvl 2-hexvl ... 412 C25H4804 1000349-32-9 25
4 1.3-Dimethvl-5-n-hexvladamantane 248 C18H32 052873-50-4 22
5 Malonic acid, 2-hexyl tetradecyl... 384 C23H4404 1000349-32-7 18
Abundance Scan 31(()b3 (21.321 min): BG043405.D (-3095) (-) m/z 105.10 100.00%
105
163
5000

‘ 126 207794 21.00 21.20 21.40 21.60
..,....,..'.ll,.."..,]:'..=l et o o 2Od 208 e m/z 163.10  73.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130870: Benze?)epropanamlde, .alpha.-(benzoylamino)-4-hydr...
105
163

5000 77 L e e R B v
21. OO 21. 20 21. 40 21 60

122 m/z 77.10 29.32%

27 Ot | | 47 | 179 220240 267284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #33146: Glyoxylamide, N-phenyl-
120 163

21. OO 21. 20 21. 40 21.60

5000 43 77 m/z 55.20 20.83%
27 |63 | ¥ | 145
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #216497: Malonic acid, hexadecyl 2-hexy! ester

21.00 21.20 21.40 21.60
m/z 97.10 16.64%

5000

125141 167 196 224
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103019\
Data File : BG043405.D

Aca On : 30 Oct 2019 17:58

Operator :© JU

Sample - K5543-01

Misc :

ALS Vial : 6 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 6 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

2138 5.07ng 240499  Chrysene-di2 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 64
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403
3 2.2"-(Ethane-1.2-divibis(oxy))bi... 358 C20H2206
4 2
52

:(Z—Carboxvvinvl)pvridine. trans 149 C8H7NO2 007340-22-9 52

1000156-71-2 59
1000366-99-4 56

-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43
Abundance Scan 3113 (21.380 min): BG043405.D (-3108) (-) m/z 105.00 100.00%
105
149
5000 v
51 21.00 21.20 21.40 21.60
207
e e 10 07 281 s m/z 149.10 80.27%
m/z--> 50 100 150 200 250 300 350
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000 | BALINLINLEN LIS LI L L L B
7 21.00 21.20 21.40 21.60
m/z 77.10 50.64%
51
27 | 123 179
T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149
105 IIIIIIIIIIIIIIIIIIIII
21.00 21.20 21.40 21.60
5000 m/z 51.10 10.75%
i
45
27 1] . | 131 |
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105 21.00 21.20 21.40 21.60
m/z 150.10 8.60%
149
5000
7
28 1 | 131 | 179 209 236
—— T T T T T
m/z--> 50 100 150 200 250 300 350 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\BG103019\
Data File : BG043405.D

Acq On : 30 Oct 2019 17:58

Operator : JU

Sample - K5543-01

Misc :

ALS Vial : 6 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]
2,2,4-Trimethyl-3. .. 3.19 16.2 ng 197887 1 8.02 244861 20.0
2-Pentanone, 4-hy... 5.12 12.7 ng 155057 1 8.02 244861 20.0
unknown7 .56 7.56 76.4 ng 935491 1 8.02 244861 20.0
Benzenepropanamid... 21.32 4.9 ng 233971 5 21.66 948380 20.0
Diethylene glycol... 21.38 5.1 ng 240499 5 21.66 948380 20.0
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