LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121918\

Data File : BG038737.D

Aca On : 19 Dec 2018 21:44 Instrument :
Operator : JU/SJ BNA_G

Sample - J6465-05 ClientSampleld :
Misc - EB08 12-14

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-BG121218 .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 5.141 341 349 356 rBV 25253 42542 1.89% 0.422%
2 5.605 421 428 440 rBV 424657 708029 31.51% 7.019%
3 7.209 692 701 716 rBV 441557 836979 37.25% 8.297%
4 7.585 757 765 776 rBV 423450 745954 33.20% 7 .395%
5 8.055 839 845 856 rBV 78765 138382 6.16% 1.372%

8.378 893 900 912 rVB 318270 569556 25.35% 5.646%
9.236 1037 1046 1055 rBV 251697 483524 21.52% 4_.793%
10.875 1317 1325 1335 rBVY 97453 188602 8.39% 1.870%
13.313 1733 1740 1748 rBVY 768458 1195941 53.23% 11.855%
14.136 1873 1880 1889 rBV 33181 56253 2.50% 0.558%

=
QO ~NO®

11 14.694 1968 1975 1986 rVB2 165334 284469 12.66% 2.820%
12 16.180 2222 2228 2247 rBV4 653081 1049432 46.71% 10.403%
13 17.438 2436 2442 2455 rBvV2 251284 398912 17.75% 3.954%
14 18.296 2583 2588 2599 rBV3 17456 30106 1.34% 0.298%
15 20.041 2879 2885 2893 rBV 1672042 2246844 100.00% 22.273%

16 21.316 3096 3102 3118 rBV 58281 117040 5.21% 1.160%
17 21.715 3164 3170 3182 rBV 269041 470179 20.93% 4.661%

18 23.166 3411 3417 3424 rBvV3 15227 31533 1.40% 0.313%

19 23.977 3549 3555 3563 rvB2 13007 28800 1.28% 0.285%

20 25.017 3721 3732 3745 rVB2 144238 438061 19.50% 4.342%

21 26.081 3905 3913 3923 rVB4 9677 26676 1.19% 0.264%
Sum of corrected areas: 10087814
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121918\

Data File : BG038737.D

Aca On - 19 Dec 2018 21:44

Operator : JU/SJ

a?ggle ; J6465-05 Cs i
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038737.D
1500000
1000000
500000 5.60 7.21 758
8.38
9.24
10.87
o 5.14 8.05
-—r " 1 e
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038737.D
20.04
1500000
1000000
13.31
16.18
500000
17.44 21.72
14.69
14.14 A 18.30 21.32
‘- rrrr-TArtrr— e e A T e e T T T e T T
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: BG038737.D
1500000
1000000
500000
25.02
23.17 23.98 j\ 26.08
e L o e I e I e o
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\HPCHEM1\BNA G\DATA\BG121918\

Data File : BG038737.D

Aca On - 19 Dec 2018 21:44

Operator : JU/SJ

a?ggle ; J6465-05 Cs i
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 6.15 ng 42542 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 9

Abundance Scan 349 (5.141 min): BG038737.D (-341) (-) m/z 43.00 100.00%
43.0
59.0
5000
| | mo 250 500 520 Sa0
-ttt m/z 59.00 56.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LS UL R L
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 15.71%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 500 520 540
5000 m/z 57.95 12.89%
410 101.0
oL 150 30 Tjis00,,| 690 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide
43.0 480 5.00 520 5.40
m/z 41.00 10.96%
5000 59.0
73.0
101.0
o 28.0 Il 86.0 |
LU SR SR UL UL FULRLIL IR SO S LI B SRS SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121918\

Data File : BG038737.D

Aca On - 19 Dec 2018 21:44

Operator : JU/SJ

a?ggle ; J6465-05 Cs i
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.58 Concentration Rank 1

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

7.58 107.81 ng 745954 1,4-Dichlorobenzene-d4 8.05
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-Aminoindole 132 C8H8N2 005192-03-0 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17

Abundance Scan 764 (7.579 min): BG038737.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 sao || %0 7o 7k ko 7k 8%
o 1 S NI 1 W PR M R I | S m/z 68.00 41.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 AN RARSE AR RN
720 7.40 7.60 7.80 8.00
70.0 m/z 133.90 32.73%
310 440
0 L L 86.0 | 116.0
mz-> 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 - 750 740 760 780 800
5000 ' m/z 66.00 30.98%
31.0 51.0
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R ma Emma
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 19.14%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 15 % 30 40 50 60 7 80 90 100 110 130 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121918\

Data File : BG038737.D

Aca On - 19 Dec 2018 21:44

Operator : JU/SJ

a?ggle ; J6465-05 Cs i
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 4 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.32 4.98 ng 117040 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 3103 (21.322 min): BG038737.D (-3096) (-) m/z 57.00 100.00%
57.0
97.0
5000
39.0 207.9  266.9 354.9 21.00 21.20 21.40 21.60
(- m/z 55.00 94.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000
21.00 21.20 21.40 21.60
m/z 43.00 91.93%
0 [], I l 1690 238.0 283.0 434.0
m/z--> 55 1éo 200 2%0 300 350 400 450
Abundance #175127. Trifluoroacetoxy hexadecane
57.0
or.0 21.00 21.20 21.40 21.60
5000 m/z 83.00 76.11%
0154 1] | | [ 1390 1960  269.0 3200
mz> 50 100 180 200 2% 300 3% 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57.0 21.00 21.20 21.40 21.60
97.0 m/z 97.00 70.34%
5000
ol d ] ‘ \“4£14)}6?0 210.0 2520 297.0 448.0
m/z--> 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\BG121918\

Data File : BG038737.D

Acq On : 19 Dec 2018 21:44

Operator : JU/SJ

a?ggle ; J6465-05 Cs i
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
2-Pentanone, 4-hy... 5.14 6.2 ng 42542 1 8.05 138382 20.0
unknown7 .58 7.58 107.8 ng 745954 1 8.05 138382 20.0
Heptadecyl heptaf... 21.32 5.0 ng 117040 5 21.72 470179 20.0
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