LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099318.D

Aca On : 10 Oct 2017 23:44

Operator : SJ/JU

Sample : 15691-01

Misc :

ALS Vial : 16 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 2.128 4 7 18 rVvB2 49930 97847 5.51% 0.646%
2 5.087 506 510 523 rVB 213506 269801 15.19% 1.781%
3 5.487 574 578 589 rBY 1656729 1591091 89.56% 10.500%
4 6.492 745 749 764 rBY 1529017 1603101 90.23% 10.580%
5 6.634 769 773 776 rBVY 1954617 1669514 93.97% 11.018%

6 6.863 809 812 816 rBV 674117 527380 29.68% 3.480%
7 7.022 835 839 842 rBV 1441730 1326883 74.68% 8.757%
8 7.428 903 908 911 rBV 1129659 959006 53.98% 6.329%
9 8.145 1026 1030 1033 rBV 825573 656574 36.96% 4 _.333%
10 9.216 1208 1212 1222 rBV 2014398 1776661 100.00% 11.725%
11 9.292 1222 1225 1228 rVB2 26354 25609 1.44% 0.169%
12 9.610 1275 1279 1285 rBV 288268 244299 13.75% 1.612%
13 9.822 1310 1315 1317 rBV2 18969 26365 1.48% 0.174%
14 9.898 1324 1328 1332 rVB 742011 616098 34.68% 4._.066%
15 10.316 1394 1399 1403 rVB3 31899 33719 1.90% 0.223%

16 10.686 1459 1462 1472 rBV 766688 674703 37.98% 4._.453%
17 10.792 1477 1480 1485 rBV2 44184 51259 2.89% 0.338%
18 11.386 1577 1581 1584 rBV 637529 517687 29.14% 3.416%
19 12.968 1845 1850 1853 rBV 1525813 1347379 75.84% 8.892%
20 13.851 1997 2000 2010 rBV3 47647 73160 4.12% 0.483%

21 14.027 2026 2030 2037 rBV 616317 575588 32.40% 3.799%
22 15.504 2276 2281 2287 rBV 360549 465865 26.22% 3.074%
23 16.621 2467 2471 2475 rBV7 13983 23026 1.30% 0.152%

Sum of corrected areas: 15152615
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BF099318.D

10 Oct 2017 23:44

SJ/JuU

15691-01

16 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099318.D

Aca On : 10 Oct 2017 23:44

Operator : SJ/JU

Sample : 15691-01

Misc :

ALS Vial : 16 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.13 3.71 ng 97847 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 N-EthvIiformamide 73 C3H7NO 000627-45-2 5
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 4
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 4
5 Isobutylamine 73 C4H11N 000078-81-9 4

Abundance Scan 7 (2.128 min): BF099318.D (-4) (-) m/z 72.95 100.00%
5000 431
' 55.0 87.0
37 | 220 2.30 2.40 250
O'PMP“WMW““PMP“'“M”“L“WMW““PMP“W“h““vmv“W“W“ m/z 43.10 34.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 RS UL I IR I
43.0 2.20 2.30 2.40 2.50
' 55.0 87.0 m/z 87.00 27.09%
o %ﬂ%O\‘\ ‘ NO\‘WO
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30.0
3.0 U UL IR I I
2.20 2.30 2.40 2.50
5000 m/z 55.05 23.92%
44.0 58.0
18.0
0 38.0
R A Y LAy AL LAY LAY ALY LAY ALY RARA) RAALA KAL) LARAD LLAMN RALE) RARRN LALLA RALE] LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #827: l—Propene—l—thioI LI L L B BB N B
73.0 2.20 2.30 2.40 2.50
m/z 41.00 11.75%
5000
45.0
0 399\\ 55.061.067.0 I
m/z--> 5 10 15 20 25 30 35 40 45 50 5'5 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099318.D

Aca On : 10 Oct 2017 23:44

Operator : SJ/JU

Sample : 15691-01

Misc :

ALS Vial : 16 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 10.23 ng 269801 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 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.092 min): BF099318.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 U A R S IR
| 83.0 | 4.80 5.00 520 5.40
o} S 71 N S — m/z 59.10 58.58%
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 L LR LS I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.00 22 .51%
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 5.00 520 540
5000 410 m/z 58.00 17.34%
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- R R e R
59.0 4.80 5.00 520 5.40
31.0 m/z 41.00 10.10%
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 U A L S SRR
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 : BF099318.D

Aca On : 10 Oct 2017 23:44

Operator : SJ/JU

Sample : 15691-01

Misc :

ALS Vial : 16 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 3 unknown6.63 Concentration Rank 1

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

6.63 63.31 ng 1669510 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF099318.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 ISEBUASENE SRS LS S
. @1 %O.J. 849 | . 114.9 | %3 6.40 6.60 MOI%O
LA UL LIS I UL LR NN RN NS LIS LR SRS SRR B z 68.10 38.76%
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 31.22%
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 23.83%
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 LE  ILL BL LA
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.21%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099318.D

Aca On : 10 Oct 2017 23:44

Operator : SJ/JU

Sample : 15691-01

Misc :

ALS Vial : 16 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 5 1-Heptacosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.85 2.54 ng 73160 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
4 Heptadecvl trifluoroacetate 352 C19H35F302

1000351-87-0 90

5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 2000 (13.851 min): BF099318.D (-1997) (-) m/z 57.00 100.00%
57.0
97.0
5000
26.1 1631 2150 13.60 13.80 14.00 14.20
o Ao b o0 | m/z 43.00 96.95%
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 LA L L L L L LB
13.60 13.80 14.00 14.20
0 m/z 54.95 85.36%
ZM\WAmmkhgwomwmmzmm%ommww
. .~ et
miz--> 50 100 150 200 250 300 350
Abundance
430 830
.
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 81.74%
0 1400 1820 2240  280.0309.0
T T T T T
miz--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0 13.60 13.80 14.00 14.20
970 m/z 97.05 70.32%
5000
oL 2 | ‘ l (%P0 167.0196.02240 2690 3200
i ——T , — e ——
miz--> 50 100 150 200 250 300 350 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 : BF099318.D

Acq On : 10 Oct 2017 23:44

Operator : SJ/JU

Sample : 15691-01

Misc :

ALS Vial : 16 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]
Butane, 2-methoxy... 2.13 3.7 ng 97847 1 6.86 527380 20.0
2-Pentanone, 4-hy... 5.09 10.2 ng 269801 1 6.86 527380 20.0
unknown6.63 6.63 63.3 ng 1669510 1 6.86 527380 20.0
1-Heptacosanol 13.85 2.5 ng 73160 5 14.03 575588 20.0

8270-BF092317.M Wed Oct 11 15:12:48 2017 Page: 7



