LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030217\
Data File : BF093340.D

Aca On : 3 Mar 2017 00:12

Operator : SJ/MA

Sample : 12054-03

Misc :

ALS Vial : 24 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-BF013017.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 4.956 248 251 263 rBV 795609 1220985 25.15% 4.169%
2 5.390 288 289 304 rBV 582194 1014419 20.89%% 3.464%
3 6.441 379 381 389 rBV 624964 802946 16.54% 2.742%
4 6.556 389 391 394 rBVY 1336271 1821257 37.51% 6.219%
5 6.796 410 412 414 rBV 778771 933845 19.23% 3.189%

6.944 423 425 428 rBV 2682402 3102605 63.90% 10.594%
7.367 459 462 464 rBV 2687987 2879447 59.30% 9.832%
8.087 522 525 527 rBV 1172048 1245568 25.65% 4._.253%
4022374 4855654 100.00% 16.580%
9.573 652 655 661 rVvB 165138 173330 3.57% 0.592%
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11 9.848 676 679 682 rBV 1449643 1399193 28.82% 4._.778%
12 10.282 713 717 718 rBV2 57641 79550 1.64% 0.272%
13 10.636 746 748 755 rVB 1144991 1248771 25.72% 4.264%
14 10.750 755 758 763 rVB 111459 142217 2.93% 0.486%
15 11.196 795 797 798 rBV 102588 91309 1.88% 0.312%

16 11.333 807 809 811 rBV 1540642 1437202 29.60% 4.908%
17 11.619 832 834 837 rBV 51437 52442 1.08% 0.179%
18 12.922 945 948 950 rBvV 3776797 4510514 92.89% 15.402%
19 13.814 1023 1026 1034 rBV 77544 150044 3.09% 0.512%
20 13.974 1037 1040 1042 rBV 1052123 1212604 24.97% 4.141%

21 15.391 1161 1164 1170 rBV 697608 911458 18.77% 3.112%

Sum of corrected areas: 29285360
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\Data\BF030217\
Data File : BF093340.D

Aca On : 3 Mar 2017 00:12

Operator : SJ/MA

Sample : 12054-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance : .
4000000 TIC: BF093340.D

3000000
6.94 7.37

2000000

1000000

4.96
Ag 5.39 6.4 A
0 k

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance : .
4000000 TIC: BF093340.D

3000000

2000000
9.85 11.33

8.09 10.64
1000000

. L 9/'\57 10.28 075 112 11.62

I T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance : .
4000000 TIC: BF093340.D

3000000

2000000

13.97
1000000
15.39

3.81
et

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093340.D

Aca On : 3 Mar 2017 00:12

Operator : SJ/MA

Sample : 12054-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.96 26.15 ng 1220990 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 251 (4.956 min): BF093340.D (-248) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 SRS S R
| 83.1 | 460 4.80 5.00 5.20
NS A | S S SRS m/z 59.10 60.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R AL I B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 18.92%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 16.24%
29.0
87.0
15.0 71.0 98.0
wﬁmﬁwﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester et
54.0 460 4.80 5.00 5.20
m/z 41.10 8.76%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l SRS SN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093340.D

Aca On : 3 Mar 2017 00:12

Operator : SJ/MA

Sample : 12054-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.56 Concentration Rank 2

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

6.56 39.01 ng 1821260 1,4-Dichlorobenzene-d4 6.80
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 391 (6.556 min): BF093340.D (-389) (-) m/z 132.10 100.00%
13%.1
68.1
5000
01 wo | e T om o ok
....,...!!'!...,!...,.!.'.|,...Ef,l....,..I.,%??.l,l.l.??,....,'...,.. m/z 68.10 55.11%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 SRS A A
6.20 6.40 6.60 6.80
310 70.0 m/z 66.10 35.63%
M0 %0 | ee0 | meo
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69.0 1040 6.20 6.40 6.60 6.80
5000 ' m/z 134.10 31.43%
31.0 51.0
79.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine T
132.0 6.20 6.40 6.60 6.80
m/z 69.10 21.48%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8IO 9 100 110 12'0 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093340.D

Aca On : 3 Mar 2017 00:12

Operator : SJ/MA

Sample : 12054-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.47 ng 150044 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 87
4 1-Tetracosanol 354 C24H500 000506-51-4 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87
Abundance Scan 1026 (13.814 min): BF093340.D (-1023) (-) m/z 57.10 100.00%
57.1
97.1
5000
125.2 LRI ORI SN L B
13.40 13.60 13.80 14.00 14.20
) 208.1
S 1530 m/z 43.10 88.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 LRI BURIUSI SN R B
29.0 13.40 13.60 13.80 14.00 14.200
125.0 m/z 55.05 83.01%
Ll 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
83.0 LRI BURIUSI SN L B
13.40 13.60 13.80 14.00 14.20
5000 m/z 97.10 74 .69%
111.0
139.0  182.0 210.0
mmﬁmwwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43.0 13.40 13.60 13.80 14.00 14.20
m/z 83.10 72.72%
5000 69.0
97.0
“ L 1250 154.0 1810 224.0 252.0
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
Data File : BF093340.D

Acq On : 3 Mar 2017 00:12

Operator : SJ/MA

Sample - 12054-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.96 26.1 ng 1220990 1 6.80 933845 20.0
unknown6 .56 6.56 39.0 ng 1821260 1 6.80 933845 20.0
1-Docosene 13.81 2.5 ng 150044 5 13.97 1212600 20.0
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