LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100219\
Data File : BG042994.D
Aca On : 2 0Oct 2019 21:01 Instrument :
Operator : JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : K5127-01 20190772-SS-COMPOSITE-12
ALS Vial : 13 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-BG092519 .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 3.179 9 15 24 rBvV 115050 259383 8.26% 1.331%
2 3.255 24 28 39 rvB 74530 129360 4.12% 0.664%
3 5.652 430 436 449 rBV 729628 1206620 38.41% 6.193%
4 7.239 698 706 719 rBV 783840 1411113 44.92% 7.242%
5 7.609 761 769 779 rBV 777312 1339095 42.63% 6.873%

8.067 841 847 855 rBV2 244697 418556 13.32% 2.148%
8.390 893 902 913 rBV 549238 982307 31.27% 5.042%
9.225 1036 1044 1055 rBvV 436100 823876 26.23% 4.228%
10.870 1317 1324 1332 rBV 303145 560789 17.85% 2.878%
13.314 1731 1740 1750 rBV 1154473 1827077 58.16% 9.377%

=
QO ~NO®

11 14.136 1874 1880 1890 rBV 112603 176429 5.62% 0.906%
12 14.689 1964 1974 1982 rBV2 533257 881406 28.06% 4.524%
13 16.169 2220 2226 2243 rBV 1128387 1804614 57.45% 9.262%
14 17.427 2434 2440 2447 rBV2 708699 1132433 36.05% 5.812%

15 18.314 2586 2591 2595 rBV3 52471 73964 2.35% 0.380%
16 19.477 2785 2789 2794 rBV2 27375 44572 1.42% 0.229%
17 19.836 2844 2850 2858 rVB3 21318 47223 1.50% 0.242%

18 20.035 2878 2884 2895 rVB 2361858 3141414 100.00% 16.123%
19 21.352 3103 3108 3124 rBV3 94058 299598 9.54% 1.538%
20 21.698 3161 3167 3174 rBV2 796072 1333027 42.43% 6.842%

21 21.898 3197 3201 3204 rBvV4 23990 37582 1.20% 0.193%
22 24.013 3558 3561 3567 rVB4 34070 49898 1.59% 0.256%
23 24.924 3705 3716 3731 rBV3 473189 1503797 47.87% 7.718%

Sum of corrected areas: 19484133
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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:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\

BG042994 .D

2 Oct 2019 21:01

Ju

K5127-01 20190772-SS-COMPOSITE-12
13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

B3l8g

TIC: BG042994.D

5.65 7.24 7.61

8.39
9.22

8.07 10.87

0
Time-->

350 400 450 5.00 550 6.00 650 7.00

750 8.00 850 9.00 9.50 10.00 10.50 1100 1150 1200 1250

Abundance

2000000

1500000

13.

1000000

500000

TIC: BG042994.D
20.04

31 16.17

21.70
17.43
14.69

21.35 21.90

14.14 18.31

.
L

19.48’19.84

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

2000000

1500000

1000000

500000

W SN

TIC: BG042994.D

24.92

24.01
S

o
23.00

Time-->

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\HPCHEM1\BNA G\DATA\BG100219\

Data File : BG042994.D

Aca On : 2 0Oct 2019 21:01

Operator : JU

ﬁ?ggle : K5127-01 20190772-SS-COMPOSITE-12
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.26 6.18 ng 129360 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-heptyl- 172 C10H2002 004359-57-3 9

Abundance Scan 29 (3.261 min): BG042994.D (-24) (-) m/z 73.10 100.00%
7B

f

5000
43
3.20 3.30 3.40 3.50 3.60 3.70
bbb i 288208 2 S Tm/z 43.10 36.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 3.20 3.30 3.40 3.50 3.60 3.70
m/z 55.10 28.53%
7 4]
et e e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

3.20 3.30 3.40 3.50 3.60 3.70
5000 55 m/z 87.10 27 .37%

i1

L 97 115

ﬁ

,,, T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 3.20 3.30 3.40 3.50 3.60 3.70
55 m/z 71.10 12.65%
5000
3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100219\

Data File : BG042994.D

Aca On : 2 0Oct 2019 21:01

Operator : JU

ﬁ?ggle : K5127-01 20190772-SS-COMPOSITE-12
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.61 Concentration Rank 1

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

7.61 63.99 ng 1339100 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22

Abundance Scan 769 (7.609 min): BG042994.D (-761) (-) m/z 132.00 100.00%
32
5000 68
40 54 % 720 7.40 7.60 7.80 8.00
IR 2 0189 207 21 sz 68.10  46.45%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 SRR R AN AR L
720 7.0 7.60 7.80 8.00
33 44 o 105 m/z 134.00 33.12%
.”L,Iuhéﬁ.L.H?g.J“L..,...,....,”..,...w....,.
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine

132

7.20 7.40 7.60 7.80 8.00

5000 97 m/z 66.10 31.98%
70
31 60
\ n T = 116 |
ettt
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- e
132 7.20 7.40 7.60 7.80 8.00

m/z 69.10 20.17%

5000

0 91
54
42 L H\‘ ‘\ }96117 |

m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100219\

Data File : BG042994.D

Aca On : 2 0Oct 2019 21:01

Operator : JU

ﬁ?ggle : K5127-01 20190772-SS-COMPOSITE-12
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.35 4_.50 ng 299598 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 90
3 1-Pentadecene 210 C15H30 013360-61-7 87
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
5 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35CI1303 1000314-56-2 81
Abundance Scan 3108 (21.352 min): BG042994.D (-3103) (-) m/z 43.10 100.00%
43
69 97
5000
168 29 o7 s 2100 2150 140 7160
e m/z 55.10 94 .08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane
g5
83
5000 VN AU BN U I
111 21.00 21.20 21.40 21.60
29 m/z 57.10 91.83%
L) o o0
mz-> 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 97.10 73.61%
111
l 139167 196 224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #69581: 1-Pentadecene R BRI S
43 21.00 21.20 21.40 21.60
m/z 69.10 71.87%
83
5000
111
T a0 s
m/z--> 50 100 150 200 250 300 350 400 450 ' 21.00 2120 21.40 21.60

8270-BG092519.M Fri Oct 04 11:43:10 2019 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG100219\

Data File : BG042994.D

Acq On : 2 0Oct 2019 21:01

Operator : JU

ﬁ?ggle - K5127-01 20190772-55-COMPOSITE-12
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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... 3.26 6.2 ng 129360 1 8.07 418556 20.0
unknown7 .61 7.61 64.0 ng 1339100 1 8.07 418556 20.0
Cyclopentadecane 21.35 4.5 ng 299598 5 21.70 1333030 20.0
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