LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106637.D

Aca On : 20 Jun 2018 23:16

Operator : JU/SJ

Sample = J3554-06

Misc :

ALS Vial : 19 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 F\METHODS\8270-BF061918 .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 5.207 484 488 497 rBV 176079 231788 9.55% 1.062%
2 5.613 553 557 560 rBY 2177382 2194407 90.38% 10.051%
3 6.613 722 727 730 rBVY 2167228 2292341 94.41% 10.500%
4 6.743 744 749 752 rBVY 2370964 2293174 94.44% 10.504%
5 6.960 782 786 789 rBV 741192 562701 23.17% 2.577%
6 7.119 808 813 816 rBVY 1984870 1776345 73.16% 8.136%
7 7.525 877 882 885 rBY 1505495 1620851 66.76% 7.424%
8 8.242 1000 1004 1007 rBV 885261 714740 29.44% 3.274%
9 9.319 1182 1187 1190 rBV 2634562 2428055 100.00% 11.121%
10 9.707 1249 1253 1258 rVB 384952 290762 11.98% 1.332%
11 9.913 1284 1288 1292 rBV 42381 37083 1.53% 0.170%
12 10.001 1299 1303 1307 rBvV 986636 827891 34.10% 3.792%
13 10.131 1322 1325 1330 rBvV 69136 66576 2.74% 0.305%
14 10.413 1370 1373 1375 rVB 70324 53005 2.18% 0.243%
15 10.507 1386 1389 1393 rBv2 26270 25415 1.05% 0.116%
16 10.795 1433 1438 1441 rBV 1825429 1737660 71.57% 7.959%
17 10.883 1450 1453 1458 rBvV 66623 61745 2.54% 0.283%
18 11.330 1526 1529 1532 rBvV 29917 27117 1.12% 0.124%

19 11.489 1553 1556 1560 rBV 860690 806367 33.21% 3.693%
20 13.077 1822 1826 1829 rBV 2336942 2187179 90.08% 10.018%

21 13.954 1972 1975 1982 rBV 196423 185123 7.62% 0.848%
22 14.142 2003 2007 2014 rBV 769866 690244 28.43% 3.162%

23 14.601 2081 2085 2088 rBV3 41600 53236 2.19% 0.244%
24 15.677 2263 2268 2276 rVB 516330 668301 27.52% 3.061%

Sum of corrected areas: 21832106

8270-BF061918_.M Thu Jun 21 15:09:30 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106637.D

Aca On : 20 Jun 2018 23:16

Operator : JU/SJ

Sample = J3554-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF106637.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106637.D

Aca On : 20 Jun 2018 23:16

Operator : JU/SJ

Sample = J3554-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

521 8.2ang 231788 1,4-Dichlorobenzene-da 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 488 (5.207 min): BF106637.D (-484) (-) m/z 42.95 100.00%

43.0
59.0
5000
101.1 P T
83.0 480 5.00 5.20 5.40 5.60
o} 1§ PRSI NS m/z 59.00 60.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | NN LI L L L L L LB L L
590 480 500 520 5.40 5.60
m/z 101.10 19.57%
31.0 83.0 101.0
o) YN M| A MU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e
570 4.80 500 520 5.40 5.60
5000 m/z 58.00 16.11%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e Ram BEmEE T S
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.79%
5000 41.0
o Wl 730 1260 1450 .
RS Ra B e AR aame e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106637.D

Aca On : 20 Jun 2018 23:16

Operator : JU/SJ

Sample = J3554-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 81.51 ng 2293170 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.743 min): BF106637.D (-744) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 50 || 7y i o0 6% 6B 70
Obr et o el £8L L3080 Wl "m/z 68.10  39.88%
m/z--> 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 AR S R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.42%
. | | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.23%
39.0 910
270 . 510 650 770 105.0
O R Rk o T o o S o T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal S IR e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.18%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0'w'“l“'“j“'ﬂ”“rﬂth'hwﬁ'“l“hwﬁgzq'“l“'wH“'" AR S LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106637.D

Aca On : 20 Jun 2018 23:16

Operator : JU/SJ

Sample = J3554-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.36 ng 185123 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 93
Abundance Scan 1974 (13.948 min): BF106637.D (-1972) (-) m/z 55.05 100.00%
5810
5000 Arwa*WNNMAﬁ_Akvudejv&N*ﬂ*
B 1951 e 15160 1380 1400 1420
okl . m/z 57.00 96.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
550 oo,
5000 LN BRI UG
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NECLANA R 1 ) 1820 2240 2660
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Abundance
57.0
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5000 m/z 83.05 90.02%
o 169.0 238.0 283.0 434.0
m/z--> §0 160 1%0 260 2éo 300 3%0 460
Abundance #185169: Heptadecy! trifluoroacetate T T T
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 81.06%
5000 N-WdeMmewﬁhMAN_~ANNWAJMA*WA
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m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&1;0 4(')0 13.|60 13.|80 14.'00 14.'20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
Data File : BF106637.D

Acq On : 20 Jun 2018 23:16

Operator : JU/SJ

Sample - J3554-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.21 8.2 ng 231788 1 6.96 562701 20.0
unknown6 .74 6.74 81.5 ng 2293170 1 6.96 562701 20.0
1-Heneicosanol 13.95 5.4 ng 185123 5 14.14 690244 20.0
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