LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099296.D

Aca On : 10 Oct 2017 12:53

Operator : SJ/JU

Sample : 15651-07

Misc :

ALS Vial : 7 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-BF092317.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 2.181 12 16 24 rVB 35457 52106 2.23% 0.262%
2 5.093 508 511 524 rBV 276412 356510 15.23% 1.791%
3 5.487 574 578 582 rBVY 1925585 2011369 85.93% 10.106%
4 6.493 744 749 753 rBVY 1798683 2000182 85.45% 10.050%
5 6.634 769 773 776 rBVY 2327141 2094582 89.49% 10.524%

6.863 808 812 815 rBV 719587 577108 24.66% 2.900%
7.016 834 838 842 rBV 1704733 1653784 70.65% 8.310%
7.428 903 908 911 rBV 1330928 1253258 53.54% 6.297%
865093 772240 32.99% 3.880%
9.216 1207 1212 1215 rBV 2489688 2340659 100.00% 11.761%
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11 9.610 1275 1279 1289 rBV 380364 302284 12.91% 1.519%
12 9.898 1323 1328 1332 rBV 972586 832658 35.57% 4.184%

13 10.316 1396 1399 1402 rVB 32394 24884 1.06% 0.125%
14 10.686 1458 1462 1472 rBV 1287447 1187736 50.74% 5.968%
15 10.786 1476 1479 1488 rVB 39409 42628 1.82% 0.214%

16 11.386 1577 1581 1588 rBV 981196 834410 35.65% 4.193%
17 12.969 1845 1850 1853 rBV 2343891 2152494 91.96% 10.815%
18 13.851 1996 2000 2013 rBV2 67927 120882 5.16% 0.607%
19 14.027 2025 2030 2033 rBvV 745153 727503 31.08% 3.655%
20 15.498 2275 2280 2289 rBV 405532 537444 22_.96% 2.700%

21 17.727 2650 2659 2667 rBVS8 9112 27282 1.17% 0.137%

Sum of corrected areas: 19902003
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101017\

BF099296.D

10 Oct 2017 12:53

SJ/Ju

15651-07

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099296.D

Aca On : 10 Oct 2017 12:53

Operator : SJ/JU

Sample : 15651-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown5.09 Concentration Rank 3

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

5.09 12.36 ng 356510 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxvy- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 511 (5.093 min): BF099296.D (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 B
| 83.0 | 4.80 5.00 5.20 5.40
] SN 1 1 SIS | BSRML ShNMTE N S SN m/z 59.00 57.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 20.67%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 5.20 540
5000 41.0 m/z 58.10 15.91%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- L e L B R
59.0 4.80 500 5.20 5.40
31.0 m/z 41.10 8.82%
5000
3.0 73.0
15\'0 | A‘ | | ‘ ‘ 87.0 102.0
S R R R SR AN AR RRARA RARSA RARAN SARAN LALA RALRS ARSI RARRY R U S SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099296.D

Aca On : 10 Oct 2017 12:53

Operator : SJ/JU

Sample : 15651-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.63 Concentration Rank 1

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

6.63 72.59 ng 2094580 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF099296.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || oo % 1m0 620 64 650 B0 760
o Y MO A N PR - .- D £ I | N m/z 68.10 37.67%
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 .
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.25%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.55%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole | BSLLES NLALELELE L  ILL BL L
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .54%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00

8270-BF092317.M Wed Oct 11 15:03:47 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099296.D

Aca On : 10 Oct 2017 12:53

Operator : SJ/JU

Sample : 15651-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.32 ng 120882 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
Abundance Scan 2000 (13.851 min): BF099296.D (-1996) (-) m/z 57.00 100.00%
51.0 83.1
5000
139.0162.9 207.0 13.60 13.80 14.00 14.20
bbb y m/z 43.10 94 _.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55,0
5000
13.60 13.80 14.00 14.20
9.0 m/z 83.10 93.11%
o b 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 54.95 87 .09%
29.0
o 1390 1680 1060  238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55,0 83.0 13.60 13.80 14.00 14.20
m/z 97.10 83.77%
5000 111.0
29.0
0 139.0 167.0 1960 238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101017\
Data File : BF099296.D

Acq On : 10 Oct 2017 12:53

Operator : SJ/JU

Sample - 15651-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
unknown5.09 5.09 12.4 ng 356510 1 6.86 577108 20.0
unknown6 .63 6.63 72.6 ng 2094580 1 6.86 577108 20.0
Behenic alcohol 13.85 3.3 ng 120882 5 14.03 727503 20.0
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