LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF071917\
Data File : BF096873.D

Aca On 19 Jul 2017 16:43

Operator : SJ/JU

Sample : 14272-01

Misc :

ALS Vial : 6 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-BF071317.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 2.851 146 147 160 rBvV5 24089 60000 2.01% 0.252%
2 4.769 462 473 487 rVB 176876 310100 10.40% 1.302%
3 5.198 541 546 549 rBVY 2613602 2745287 92.04% 11.528%
4 6.239 717 723 733 rBY 2285888 2982610 100.00% 12.525%
5 6.357 738 743 747 rBVY 2537513 2753747 92.33% 11.563%

6.587 778 782 785 rBV 627053 537490 18.02% 2.257%
6.745 804 809 812 rBV 1898136 1906092 63.91% 8.004%
1592695 1669708 55.98% 7.011%
7.869 995 1000 1003 rBV 804794 729317 24 .45% 3.063%
8.945 1177 1183 1186 rBV 2464011 2563965 85.96% 10.767%
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11 9.339 1246 1250 1254 rBV 373538 324604 10.88% 1.363%
12 9.616 1292 1297 1301 rVB 862753 801280 26.87% 3.365%

13 10.069 1370 1374 1376 rVB 38596 33411 1.12% 0.140%
14 10.404 1425 1431 1434 rBV 1747337 1764811 59.17% 7.411%
15 10.539 1451 1454 1461 rVB 47914 55496 1.86% 0.233%
16 10.986 1522 1530 1532 rBV2 25348 30376 1.02% 0.128%
17 11.092 1542 1548 1551 rBV 960348 802538 26.91% 3.370%
18 11.639 1638 1641 1651 rBV2 63384 82104 2.75% 0.345%

19 12.680 1811 1818 1821 rBV 2305503 2312750 77.54% 9.712%
20 13.586 1963 1972 1978 rBV2 116483 153402 5.14% 0.644%

21 13.715 1989 1994 1998 rBV 774162 694709 23.29% 2.917%
22 15.086 2222 2227 2232 rBV 430846 470197 15.76% 1.974%
23 15.568 2304 2309 2315 rVB7 18135 30161 1.01% 0.127%

Sum of corrected areas: 23814155
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096873.D

Aca On 19 Jul 2017 16:43

Operator : SJ/JU

Sample : 14272-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF071317.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: BF096873.D

2500000 5|20 6,36
6.24

2000000 6.75

7.15
1500000

1000000

6.59
500000

4.77

2.85
oo e

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096873.D

2500000 8.95

12.68

2000000
10.40

1500000

1000000 11.09
7.87 9.62

500000 9.34

13.5!

10.07 1054 109 11.64

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 TIC: BF096873.D

2500000

2000000

1500000

1000000
3.72

500000 15.09

15.57
O e e e e e e e e e e

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\BF071917\
Data File : BF096873.D

Aca On 19 Jul 2017 16:43

Operator : SJ/JU

Sample : 14272-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown2.85 Concentration Rank 5

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

2.85 2.23 ng 60000 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-ethoxv- 88 C5H120 000625-54-7 9
2 Butane. l-methoxv- 88 C5H120 000628-28-4 9
3 2-Propanone. l1l-methoxv- 88 C4H802 005878-19-3 9
4 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
5 2-Butanol, (R)- 74 C4H100 014898-79-4 9

Abundance Scan 147 (2.851 min): BF096873.D (-146) (-) m/z 45.00 100.00%
5.0
5000
| 61.0 87.9 2.60 2.80 3.00 3.20
s L i L e . m/z 43.00 13.77%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2104: Propane, 2-ethoxy-
45.0
5000 U IS SR R
23.0 2.60 2.80 3.00 3.20
27.0 ' m/z 61.00 4 _95%
130 59.0
2.0 \ |, 310, . 88.0
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance
45.0
260 2.80 3.00 320
5000 m/z 44.00 3.88%
15.0 29.0 56.0
37.0 71.0 88.0
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2049: 2-Propanone, 1-methoxy-
45.0 2.60 2.80 3.00 3.20
m/z 87.90 2.74%
5000
58.0
15.0 29.0
\ .|, 370, 71.0 88.0
m/z--> 0 10 20 30 40 50 60 70 8 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096873.D

Aca On 19 Jul 2017 16:43

Operator : SJ/JU

Sample : 14272-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.77 11.54 ng 310100 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 473 (4.769 min): BF096873.D (-462) (-) m/z 43.00 100.00%
43.0
5000 590
101.1 SRS RARRE SRR SRR
440 4.60 4.80 5.00 5.20
el SO 88t | Tm/z 59.00 51.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L RN U L
440 4.60 4.80 5.00 5.20
59.0 m/z 101.10 14.15%
2f0 | 510 ‘ 690 80010 10
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500 5.20
5000 41.0 m/z 58.00 13.68%
31.0
69.0 87.0
15.0 51.0 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime s R R o
43.0 440 4.60 4.80 5.00 5.20
m/z 41.00 8.82%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096873.D

Aca On 19 Jul 2017 16:43

Operator : SJ/JU

Sample : 14272-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 3 unknown6.36 Concentration Rank 1

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

6.36 102.47 ng 2753750 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 743 (6.357 min): BF096873.D (-738) (-) m/z 132.00 100.00%
132.0
5000 68.1
961 SRR SR
401 540 | 6.00 620 6.40 6.60
..,....,....,...:,“!...,....,.:..,....,??.9 2280 WL "m/z 68.10  40.93%
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 N
5000 R S S S I
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32.96%
'WH'W“'W“J“J'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 640 6.60
5000 m/z 66.00 26.24%
33.0 44.0 105.0
56.0 700 86.0
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA LI L L B B
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.20%
5000
104.0
140 270 300 510 %0710 500 | 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096873.D

Aca On 19 Jul 2017 16:43

Operator : SJ/JU

Sample : 14272-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 5 Decanoic acid, silver(1+) salt Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.64 2.05 ng 82104 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 53
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Undecanoic acid 186 C11H2202 000112-37-8 45
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 43
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 1641 (11.639 min): BF096873.D (-1638) (-) m/z 42.95 100.00%
43.0 73.0
5000 1291
||| L] B2 " 11/40 11,60 11.80 12,00
bt ey m/z 73.00 87.91%
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0
43.0 155.0
5000
11.40 11.60 11.80 12.00
% m/z 55.00 77.24%
‘ 115.
A M,u\l‘ fo Ll 2170 2790 3300  387.0
m/z--> 50 100 150 200 250 300 350
Abundance
60.0
" 11/40 11,60 11.80 12.00
5000 m/z 60.00 76.48%
20.0 129.0
97.0 172.0
miz-> 50 100 150 200 250 300 350
Abundance #50051: Undecanoic acid
60.0 11.40 11.60 11.80 12.00
m/z 41.10 72.94Y%
5000
29.0 ‘ 129.0
7.0 186.0
..”.‘.‘l‘ ‘J..‘ﬂﬁ“l{.‘.“..|‘...‘.|.... ———— St SR A
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071917\
Data File : BF096873.D

Aca On 19 Jul 2017 16:43

Operator : SJ/JU

Sample : 14272-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 6 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.59 4.42 ng 153402 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1973 (13.592 min): BF096873.D (-1963) (-) m/z 57.05 100.00%
57.0
97.0
5000
149.0 LN UV PSR S I
241 206.9 13.20 13.40 13.60 13.80 14.00
: m/z 55.00 93.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
550 83.0
5000 LN UV PR SRR I
13.20 13.40 13.60 13.80 14.00
29.0 m/z 43.00 75.72%
' 139.0
Ll 167.0 196.0  238.0266.0 294.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
97.0 13120 13.40 13.60 13.80 14.00
5000 m/z 69.00 65.17%
29.0 125.0
154.0 196.0224.0 269.0 320.0
WWTWWWWWWWWWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate A e e e
13.20 13.40 13.60 13.80 14.00
m/z 97.05 63.91%
5000
29.0 125.0
154.0 182.0 210.0 238.0  283.0 334.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071917\
Data File : BF096873.D

Acq On 19 Jul 2017 16:43

Operator : SJ/JU

Sample : 14272-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
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]
unknown?2 .85 2.85 2.2 ng 60000 1 6.59 537490 20.0
2-Pentanone, 4-hy... 4.77 11.5 ng 310100 1 6.59 537490 20.0
unknown6 .36 6.36 102.5 ng 2753750 1 6.59 537490 20.0
Decanoic acid, si... 11.64 2.0 ng 82104 4 11.09 802538 20.0
1-Heneicosanol 13.59 4.4 ng 153402 5 13.72 694709 20.0
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