LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104382.D

Aca On 9 Apr 2018 19:42 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2157-09 2X CL-01-040618-E

ALS Vial : 25 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 5.004 492 496 503 rvB 71350 77612 4.18% 0.440%
2 5.410 560 565 568 rBY 1890032 1696935 91.42% 9.616%
3 5.745 617 622 626 rVB 34533 31201 1.68% 0.177%
4 6.039 668 672 677 rBV 76971 93761 5.05% 0.531%
5 6.428 734 738 745 rVB 1696686 1771664 95.45% 10.040%
6 6.575 758 763 766 rBY 1862752 1770252 95.37% 10.032%
7 6.804 799 802 806 rVB 1006475 841057 45.31% 4_.766%
8 6.963 825 829 832 rBVY 1695700 1364878 73.53% 7.734%
9 7.369 893 898 901 rBVY 1238638 1012258 54.53% 5.736%
10 8.092 1017 1021 1024 rBvV 1275397 1097904 59.15% 6.222%
11 9.163 1199 1203 1207 rBvV 2040790 1856168 100.00% 10.518%
12 9.245 1214 1217 1219 rBV 27299 22802 1.23% 0.129%
13 9.557 1267 1270 1274 rBV 239446 204330 11.01% 1.158%
14 9.775 1305 1307 1311 rVB 69195 48857 2.63% 0.277%
15 9.845 1315 1319 1323 rVVv2 1218887 1022150 55.07% 5.792%
16 10.275 1390 1392 1395 rVB 78983 55684 3.00% 0.316%
17 10.498 1425 1430 1432 rBvV 22005 27432 1.48% 0.155%
18 10.633 1449 1453 1456 rBVY 1015827 843311 45.43% 4_.779%
19 10.751 1470 1473 1480 rBvV 67528 78258 4.22% 0.443%
20 11.198 1546 1549 1552 rBV 36706 32705 1.76% 0.185%
21 11.227 1552 1554 1560 rVB3 24102 26244 1.41% 0.149%
22 11.333 1568 1572 1575 rBVY 1025769 828558 44.64% 4 .695%
23 11.857 1658 1661 1666 rVB3 33762 33593 1.81% 0.190%
24 12.380 1748 1750 1753 rBV 23004 24537 1.32% 0.139%
25 12.416 1753 1756 1758 rBV3 75613 78909 4.25% 0.447%
26 12.545 1776 1778 1781 rBV 63921 49209 2.65% 0.279%
27 12.774 1814 1817 1819 rBV 66959 59553 3.21% 0.337%

28 12.921 1838 1842 1845 rBV 1469443 1288640 69.42% 7.302%
29 13.821 1992 1995 1999 rBV2 94965 122849 6.62% 0.696%
30 13.980 2018 2022 2025 rBV 811813 781520 42.10% 4._.429%

31 15.445 2268 2271 2275 rVB 343321 404085 21.77% 2.290%

Sum of corrected areas: 17646916
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104382.D

Aca On : 9 Apr 2018 19:42

Operator : JU/SJ

Sample : J2157-09 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104382.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104382.D

Aca On : 9 Apr 2018 19:42

Operator : JU/SJ

Sample : J2157-09 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 4

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

6.04 2.23 ng 93761 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 83
2 .beta.-Methoxvethoxvmethvl chloride 124 C4H9CIO2 003970-21-6 39
3 Ethane. 1-methoxv-2-(methoxvmeth... 120 C5H1203 074498-88-7 38
4 Ethane. 1.2-dimethoxv- 90 C4H1002 000110-71-4 37
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 36

Abundance Scan 672 (6.039 min): BF104382.D (-668) (-) m/z 45.00 100.00%
45
5000 59
75 9|0 5.80 6.00 6.20 6.40
e e e 8 | M/Z 59.00  49.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9258: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 B AR RARSE RS Rl
5.80 6.00 6.20 6.40
8l % m/z 58.00 25.93%
'"'I"}ﬁ""l"'ﬁ""l"'ﬁ""I"'W""I”"}Q?"I"'}ﬁ¥"l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
" 580 6.00 620 6.40
5000 29 o m/z 90.00 15.67%
15
a 79 89
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9261: Ethane, 1-methoxy-2-(methoxymethoxy)- A R ma
45 5.80 6.00 6.20 6.40
m/z 89.00 13.67%
5000
31 > 90
'“'|'"'l'“‘uh"'l““'l"'Hr“"|'T?'|“'lw""|}p§|"}}g"'| R RS S RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104382.D

Aca On : 9 Apr 2018 19:42

Operator : JU/SJ

Sample : J2157-09 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 42.10 ng 1770250 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF104382.D (-758) (-) m/z 132.00 100.00%
5000 68
6 rrrrTyrTrTrr T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
e B el 0 e | ms W miz 68.10  41.13%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR RN AR SRR
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 32.46%
Tea
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.25%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R L R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.64%
97
5000
70
31
;o M8l B0 1T gs | 05 196
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104382.D

Aca On : 9 Apr 2018 19:42

Operator : JU/SJ

Sample : J2157-09 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.14 ng 122849 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 92
2 Cvclopentadecane 210 C15H30 000295-48-7 89
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 81
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 76
5 Octacosanol 410 C28H580 000557-61-9 64
Abundance Scan 1995 (13.821 min): BF104382.D (-1992) (-) m/z 57.10 100.00%
57
5000 JMqufM/AWNNJAWﬂAWVJVqu/Wﬂ
230 R AN SR SO
39169 200 283 320 355 13.60 13.80 14.00 14.20
IIII| L 8 il|n|al||la.lunl.hlnll “"'l'uuuu||||||||||||||||||||| m/z 43_10 92_31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)-
57
97
5000 LRI SRR B SULBUL I
13.60 13.80 14.00 14.20
m/z 83.10 71.17%
71 “ | ‘9?6 167 210 280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
1360 13.80 14.00 14.20
5000 97 m/z 69.10 66.05%
126 210 vavAMMNMHVMJkvﬁvwwmpnman
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosy! heptafluorobutyrate RS EmmEs o L
57 13.60 13.80 14.00 14.20
m/z 55.00 60.64%
97
5000
39
27 PL 169 208237 278 320349 392 437 588
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
Data File : BF104382.D

Acq On 9 Apr 2018 19:42

Operator : JU/SJ

Sample - J2157-09 2X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
Ethanol, 2-(2-met... 6.04 2.2 ng 93761 1 6.80 841057 20.0
unknown6 .57 6.57 42.1 ng 1770250 1 6.80 841057 20.0
3-Eicosene, (E)- 13.82 3.1 ng 122849 5 13.98 781520 20.0
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