LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036436.D

Aca On : 27 Aug 2018 18:00

Operator : JU/SJ

Sample = J4556-03

Misc :

ALS Vial : 14 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-BG082318 .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 5.171 315 320 328 rBV 61179 89781 1.82% 0.346%
2 5.635 389 399 408 rBVY 1304907 2082186 42.22% 8.024%
3 7.221 661 669 680 rBY 1375182 2365239 47 .96% 9.115%
4 7.597 724 733 741 rBVY 1278666 2148403 43.56% 8.279%
5 8.067 806 813 820 rVB 205974 348899 7.07% 1.345%

8.390 860 868 878 rBvV 918082 1585043 32.14% 6.108%
9.225 1000 1010 1018 rBV 787498 1373069 27.84% 5.291%
10.870 1281 1290 1297 rBV 291281 511881 10.38% 1.973%
13.314 1699 1706 1716 rBVY 2038811 3127428 63.41% 12.052%
14.137 1840 1846 1852 rBV 171054 243948 4._95% 0.940%

=
QO ~NO®

11 14.689 1933 1940 1949 rVB2 464371 737701 14.96% 2.843%
12 16.175 2184 2193 2211 rBV 1782880 2713538 55.02% 10.457%
13 17.433 2400 2407 2418 rBV 663514 983221 19.94% 3.789%
14 18.320 2553 2558 2563 rBV2 53653 77132 1.56% 0.297%
15 20.041 2844 2851 2857 rBV 3682943 4932111 100.00% 19.007%

16 21.352 3069 3074 3086 rBv2 110251 233446 4.73% 0.900%
17 21.698 3126 3133 3140 rBV2 733765 1204519 24.42% 4.642%
18 24.906 3666 3679 3691 rBV2 405623 1191479 24.16% 4_.592%

Sum of corrected areas: 25949024

8270-BG082318.M Tue Aug 28 12:28:42 2018 Page: 1



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082718\

- BG036436.D

- 27 Aug 2018 18:00

- JU/SJ

- J4556-03

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

ration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036436.D

7.22

5.63 7.60

8.39 9.22

8.07
5.17

10.87

0
Time-->

L & o e S

350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 8.50

9.00

9.50 1000 1050 1100 1150 1200 12.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG036436.D

13.31
16.18

17.43
14.69

14.14

18.32

2004

21.70

21.35

Time-->

N
LU N N e B B [ R L B B U B

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG036436.D

24.91

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\BG082718\
Data File : BG036436.D

Aca On : 27 Aug 2018 18:00

Operator : JU/SJ

Sample : J4556-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 5.15 ng 89781 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Propanone, l1l-cyclopropyl- 98 C6H100 004160-75-2 9

Abundance Scan 320 (5.171 min): BG036436.D (-315) (-) m/z 43.05 100.00%
43.0
5000
101.1 ARAAEE SRRRE AR AR
83.1 | 929 7 4.80 5.00 520 5.40 5.60
B S R s R s s e s o Lokt m/z 59.10 53.98%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R SN SRS RN

4.80 5.00 5.20 5.40 5.60

0
150 1010 m/z 58.10 21.40%
pl Gko 830 |
ot R0 R e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
A EEE s s e
480 5.00 5.20 5.40 5.60
5000 m/z 101.10 18.69%
41.0 101.0
83.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #214: Acetone B  ERERnE RS
43.0 480 5.00 5.20 5.40 5.60
m/z 41.10 7.98%
5000
15.0
0.,.”h,ﬂn.w”.ﬁp...“..w..”,..”,.”.,.”.,”..“...“..
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036436.D

Aca On : 27 Aug 2018 18:00

Operator : JU/SJ

Sample : J4556-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.60 Concentration Rank 1

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

7.60 123.15 ng 2148400 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine. 1-phenvl- 133 C9H1IN 1000351-26-2 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 733 (7.597 min): BG036436.D (-724) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 | UL UL R
400 541 ‘ 7.20 7.40 7.60 7.80 8.00
0 ..,....,....,....,".'...,!!..,:!.'.|,..':.,??.9,..!.,.197.,0....,...., I m/z 68.10 46.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.10 33.04%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 32.63%

63.0
15.0 280 390 520 m 77‘0 999 10‘\101160 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R A Rams e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.77%
5000
33.0 44.0 0.0 105.0
.m0, " 0 | | ‘
o) AN PRME BN 15\ PRSI U NN N NMMHUSSMNB 1| S 0 Y ' VSN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036436.D

Aca On : 27 Aug 2018 18:00

Operator : JU/SJ

Sample : J4556-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.35 3.88 ng 233446 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 3074 (21.352 min): BG036436.D (-3069) (-) m/z 57.10 100.00%
57.1
97.2
5000
LN BRI U
39.2 21.00 21.20 21.40 21.60
A — .J.-.I.I, pia 1991 2392 2830 | 390 | w7z 43.15  90.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 U AR IARRR B
21.00 21.20 21.40 21.60
m/z 55.10 85.74%
0 Ll " .1690 238.0 2830 434.0
m/z--> éo 100 150 200 2éo 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0 21.00 2120 21.40 21.60
5000 m/z 69.10 66.31%
169.0
oLl o T 2200 290 a00
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 oo, 21.00 21.20 21.40 21.60
' m/z 83.10 62.00%
5000
ol190 | ‘J 1390 1000 2240 266.0
m/z--> 50 100 150 200 250 300 350 400 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\BG082718\
Data File : BG036436.D

Acq On : 27 Aug 2018 18:00

Operator : JU/SJ

Sample - J4556-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
Quant Title : 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-Pentanone, 4-hy... 5.17 5.2 ng 89781 1 8.07 348899 20.0
unknown? .60 7.60 123.2 ng 2148400 1 8.07 348899 20.0
Heptadecyl heptaf... 21.35 3.9 ng 233446 5 21.70 1204520 20.0
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