LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085680.D

Acq On : 23 Mar 2016 1:20

Operator : UM/SJ

Sample : H1864-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 height area % max. total
1 5.007 236 238 245 rBvY 118099 148082 3.48% 0.527%
2 5.430 272 275 277 rBV 1319347 1535308 36.12% 5.463%
3 6.459 363 365 367 rBvY 1116538 964955 22_.70% 3.434%
4 6.596 374 377 380 rBV 2644146 2561707 60.28% 9.115%
5 6.824 395 397 400 rBV 549140 736203 17.32% 2.620%

6.984 409 411 414 rVB 2508310 2577217 60.64% 9.170%
7.396 444 447 450 rBV 2007166 2131656 50.16% 7.585%
8.116 507 510 512 rBV 1236977 1057370 24.88% 3.762%
9.190 601 604 607 rBV 3024206 4250004 100.00% 15.123%
9.590 637 639 640 rBvV 90285 98094 2.31% 0.349%

=
QO ~NO®

11 9.865 661 663 666 rBY 1103490 1203231 28.31% 4.281%
12 10.299 696 701 705 rBV3 32052 65057 1.53% 0.231%
13 10.665 729 733 735 rBvV2 2020732 2839808 66.82% 10.105%
14 10.768 740 742 747 rVB 95854 109192 2.57% 0.389%

15 11.225 780 782 785 rBV2 26963 52679 1.24% 0.187%
16 11.351 791 793 795 rBV 1505398 1310780 30.84% 4.664%
17 11.568 810 812 816 rBV 24722 48645 1.14% 0.173%
18 11.876 838 839 841 rBV 77883 86750 2.04% 0.309%
19 12.665 904 908 911 rBV 70806 115546 2.72% 0.411%
20 12.711 911 912 915 rVvV 47418 62616 1.47% 0.223%

21 12.939 929 932 934 rBV 4049379 4231663 99.57% 15.057%
22 13.831 1008 1010 1014 rBV 67277 134572 3.17% 0.479%
23 13.979 1021 1023 1026 rBV 1059179 1035433 24.36% 3.684%
24 15.397 1144 1147 1150 rBV 562270 701694 16.51% 2.497%
25 19.203 1476 1480 1491 rVB6 8782 45494 1.07% 0.162%

Sum of corrected areas: 28103756
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF032216\

BF085680.D

23 Mar 2016 1:20

UmM/sJ

H1864-04

18 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF031816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085680.D

Acq On = 23 Mar 2016 1:20

Operator : UM/SJ

Sample : H1864-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
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.

5.01 4.02 ng 148082 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 238 (5.007 min): BF085680.D (-236) (-) m/z 43.10 100.00%
43
59
5000
101 S SRR R RN
460 4.80 5.00 5.20 5.40
! | 83
O e e e e e e e m/z 59.10 58.19%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S SRR R R
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 22 _.07%
15 4 101
0 ‘ | Ll 51 \‘ 83 . ‘
RS RN AR RN NAAS RRRRE SR NRARE SRR NARRA RS LARAS RALAN LRSS LARAE AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17.76%
68
0 50 126 142
ALY LAY RARRN RAREA RALRN RRARS RAREN RALN RERLN RARAN NLRAS LAAASRALLN LALAS LARAE WAL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone R B LR
43 460 4.80 5.00 5.20 5.40
m/z 41.10 8.56%
5000
15
58
0 2 A 2\\? 1
RS SN AR RN NLARS RRARE SN ARREE R NARRA RS LARASERRAS LRSS UARS RRRRY N SRR R R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085680.D

Acq On = 23 Mar 2016 1:20

Operator : UM/SJ

Sample : H1864-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
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 unknown6.60 Concentration Rank 2

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

6.60 69.59 ng 2561710 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 377 (6.596 min): BF085680.D (-374) (-) m/z 132.10 100.00%
132
5000 68
6 Trrryprrrrrrrrr[rrrrrp[rr
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,:.'..??...' o b el .| M/Z 68.10  40. 31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S LS IR UL
620 640 6.60 6.80 7.00
3 78 m/z 134.10 32.49%
1 33 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 25.37%
41 97
53 117
79
ol 34 60 89 | 105 124
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 16.24%

5000
104

51 66 77
14 27 37443558 " 1 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085680.D

Acq On = 23 Mar 2016 1:20

Operator : UM/SJ

Sample : H1864-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
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-Nonadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.60 ng 134572 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 94
2 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 91
Abundance Scan 1010 (13.831 min): BF085680.D (-1008) (-) m/z 57.10 100.00%
2000 __Afr\,vhdAawﬁ\wJ\Jw_J\vAﬁp
1360 13.80 14.00 14.20
o} m/z 83.10 92 .58%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #108955: 1-Nonadecanol
5000 LR BN SRR LU
111 13.60 13.80 14.00 14.20
m/z 43.10 89.96%
0 18“ ‘ ‘ “ \\\ \h ngl§8‘196 238 266
m'z-> 0 50 2%0 300 350 400 450
Abundance
43
6 1360 13.80 14.00 14.20
5000 m/z 55.10 87 .53%
97
0 - e - JM
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #100813: 1-Octadecanol R AR RRRES T
43| 8 13.60 13.80 14.00 14.20
m/z 69.10 85 .54%
0 \‘ | } 1, I 1% 168 106 224 252
mz> 6 80 10 180 200 20 o o 4o 4k 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085680.D

Acq On : 23 Mar 2016 1:20

Operator : UM/SJ

Sample : H1864-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
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... 5.01 4.0 ng 148082 1 6.84 736203 20.0
unknown6 .60 6.60 69.6 ng 2561710 1 6.84 736203 20.0
1-Nonadecanol 13.83 2.6 ng 134572 5 13.98 1035430 20.0
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