LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110119\
Data File : BG043471.D
Aca On 1 Nov 2019 18:36 Instrument :
Operator : JU ?.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 3 K5602-02 20190939-COMPOSITE-B
ALS Vial : 12 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 3.183 11 16 28 rvB 103844 182904 7 .00% 1.294%
2 5.116 340 345 353 rBV 101607 161146 6.17% 1.140%
3 5.598 419 427 438 rBV 510742 899431 34.45% 6.365%
4 7.196 690 699 715 rBV 552477 1027269 39.34% 7.270%
5 7 .555 749 760 775 rBV 570232 1028241 39.38% 7.277%
6 8.013 829 838 846 rBV 138050 239677 9.18% 1.696%
7 8.336 886 893 906 rBV 420330 758249 29.04% 5.366%
8 9.176 1028 1036 1049 rBV 273754 582599 22.31% 4.123%
9 10.822 1308 1316 1327 rBV 147191 314345 12.04% 2.225%
10 13.266 1725 1732 1742 rBV 868855 1445055 55.34% 10.227%

11 14.094 1864 1873 1884 rBV2 68563 131154 5.02% 0.928%
12 14.641 1958 1966 1980 rBV2 310484 520536 19.94% 3.684%
13 16.133 2212 2220 2236 rBV 809824 1403203 53.74% 9.930%
14 17.384 2426 2433 2448 rBV 387529 660226 25.29% 4.672%
15 17.502 2449 2453 2465 rVB3 29295 51264 1.96% 0.363%

16 18.278 2581 2585 2592 rBV4 23941 42502 1.63% 0.301%
17 19.993 2868 2877 2893 rBV 1841031 2611131 100.00% 18.479%
18 21.292 3093 3098 3108 rBV2 82865 162832 6.24% 1.152%
19 21.650 3151 3159 3173 rBV2 443955 845057 32.36% 5.980%

20 23.119 3403 3409 3416 rBv4 17873 34638 1.33% 0.245%

21 23.319 3438 3443 3451 rVvB4 15227 28355 1.09% 0.201%

22 23.912 3539 3544 3552 rVB5 21964 47434 1.82% 0.336%

23 24.840 3692 3702 3715 rBVv3 297011 907326 34.75% 6.421%

24 25.968 3884 3894 3900 rBV7 14860 45706 1.75% 0.323%
Sum of corrected areas: 14130280

8270-BG102119.M Mon Nov 04 12:17:50 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110119\

Data File : BG043471.D

Aca On : 1 Nov 2019 18:36

Operator : JU

ﬁ?ggle - K5602-02 £0190939-COMPOSITE-B
ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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

Abundance TIC: BG043471.D

1500000

1000000

7.20 7.55
5.60
500000 8.34

B.18 5.12 8.01 10.82

R T L S L A

Time--> 3.50 4.00 450 500 550 600 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043471.D

19199

1500000

1000000

13.27 16.13

21.65
500000 1738
14.64

21.29
. 14.09 7.50 18.28

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: BG043471.D

1500000

1000000

500000
24.84

232232 2391 25.97

O T T T T T T T e e e e e e e

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\HPCHEMI1\BNA G\DATA\BG110119\

Data File : BG043471.D

Aca On : 1 Nov 2019 18:36

Operator : JU

ﬁ?ggle : K5602-02 £0190939-COMPOSITE-B
ALS Vial : 12 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.

3.18 15.26 ng 182904 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 40
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 25

Abundance Scan 15 (3.178 min): BG043471.D (-11) (-) m/z 73.10 100.00%
7B
5000 43 ?i
55 87
| | 3.20 3.30 3.40 3.50 3.60
L s HM M m/z 43.10 38.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AU LA R UL AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 30.06%
fg L 80
G s S AR RS RARRS RARRS ALARS IR RS LA SRS RARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73
s 5 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 28.86%
15 M\ “ , 81
0'W'”W'”'P'”I”'W'”'P'”I“'W'”'P'“I“'W'”'P'“I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol AR REaEs RS
73 3.20 3.30 3.40 3.50 3.60
87 m/z 41.10 13.11%
5000 41 55
0 L, W‘ Ay 65 w , 80 | 97 112 129
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\HPCHEMI1\BNA G\DATA\BG110119\

Data File : BG043471.D

Aca On : 1 Nov 2019 18:36

Operator : JU

ﬁ?ggle : K5602-02 £0190939-COMPOSITE-B
ALS Vial : 12 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 13.45 ng 161146 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propanoic acid. 3-nitro-. methvl... 133 C4H7NO4 020497-95-4 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 346 (5.122 min): BG043471.D (-340) (-) m/z 43.10 100.00%
43
59
5000
101 Y L SR
480 500 520 5.40
83
o...,....,....,....l,':...‘??.-.'Ii..‘??,....,....,....,....,....,....,....,. m/z 59.10  65.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B L LR IR IR
59 480 500 520 540
m/z 101.10 23.74%
T, 8 o3 1
O e e e e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14601: Propanoic acid, 3-nitro-, methyl ester
59
480 500 520 540
5000 m/z 58.10 16.85%
27 43 102
87
o M 36| )) 51), | 6774 | o5 | 115 13
wes TR o w6 % m % 100 110 10 130 1h
Abundance #4035: 2,3-Butanedione, monooxime
43 480 500 520 5.40
m/z 41.10 11.47%
5000
101
15 58
0 | 28 M‘ 51 | 69 84
m/z--> 10 20 §0 Jo 50 60 70 80 90 160 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110119\

Data File : BG043471.D

Aca On : 1 Nov 2019 18:36

Operator : JU

ﬁ?ggle : K5602-02 £0190939-COMPOSITE-B
ALS Vial : 12 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 unknown7.55 Concentration Rank 1

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

7.55 85.80 ng 1028240 1,4-Dichlorobenzene-d4 8.01
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 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 759 (7.549 min): BG043471.D (-749) (-) m/z 132.10 100.00%
132
5000 68 /\
40 54 ‘ 75 % o4 720 7.40 7.60 7.80
o..,....,....,...:,“.'.‘.‘?,!.'..‘,”.r!-.'.,..':-.,..?‘7,...'.,.'!..,.1.1.5.,....,'.~..,... m/z 68.10 42.03%
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
78 m/z 134.00 34.57%
31 49 51
0'W'”'P'“J”Jh'h'M'”I”'H”“'P'”I“'W'“'P'”I””Ih'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
A AL IR UL L I
7.20 7.40 7.60 7.80
5000 m/z 66.10 30.61%
104
oL 14 27 37 4451 58 ® T g9 97 | 15 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.20 7.40 7.60 7.80
m/z 69.10 20.09%
5000
33 a4 97 105
0 5% e | | us |
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\HPCHEMI1\BNA G\DATA\BG110119\

Data File : BG043471.D

Aca On : 1 Nov 2019 18:36

Operator : JU

ﬁ?ggle : K5602-02 £0190939-COMPOSITE-B
ALS Vial : 12 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 9-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.29 3.85 ng 162832 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 90

Abundance Scan 3098 (21.292 min): BG043471.D (-3093) (-) m/z 55.10 100.00%

55 83

5000

i

167 192 224 281 557 357 21.00 21.20 21.40 21.60
m/z 57.10  90.84%

0!

m/z--> 50 100 150 200 250 300 350
Abundance #127770: 9-Eicosene, (E)-
87 83
5000 LA L L L L L L L LB
29 111 21.00 21.20 21.40 21.60
m/z 83.10 87.86%
oLl L 1139 168 196 223 252 280
Tt L B e e e T e e e e o e e
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecyl ester
43
69
97 21.00 21.20 21.40 21.60
5000 m/z 69.05 78.29%
121
139
0 1 \JI i 1.81 224 2?0 297
- T T I T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 3 21.00 21.20 21.40 21.60
m/z 43.10 76.15%
5000 1
29 139
0 \‘\\ ] ‘\ J \ H JL 4167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 21. OO 21 20 21. 40 21. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG110119\

Data File : BG043471.D

Acq On : 1 Nov 2019 18:36

Operator : JU

3?22'6 - K5602-02 20190939-COMPOSITE-B
ALS Vial : 12 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... 3.18 15.3 ng 182904 1 8.01 239677 20.0
2-Pentanone, 4-hy... 5.12 13.4 ng 161146 1 8.01 239677 20.0
unknown? .55 7.55 85.8 ng 1028240 1 8.01 239677 20.0
9-Eicosene, (E)- 21.29 3.9 ng 162832 5 21.65 845057 20.0
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