LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101816\
Data File : BF090627.D

Aca On : 18 Oct 2016 14:32

Operator : UM/SJ

Sample : PB94148BL

Misc :

ALS Vial : 4 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-BF101316.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 5.091 238 241 249 rBVY 1126341 1646972 24.00% 2.848%
2 5.514 274 278 280 rBVY 4455703 6664323 97.11% 11.525%
3 6.532 364 367 370 rBVY 4225496 6375503 92.90% 11.025%
4 6.669 376 379 382 rBY 5857214 6042538 88.05% 10.449%
5 6.897 397 399 409 rBVY 1324672 1249555 18.21% 2.161%

7.057 410 413 415 rBV 5504548 5098650 74.29% 8.817%
7.469 446 449 451 rBV 3189276 4155139 60.54% 7.186%
8.189 509 512 514 rBV 1587119 1683219 24.53% 2.911%
9.263 603 606 609 rBV 5321023 6862937 100.00% 11.868%
9.880 646 660 663 rBv 363971 981992 14.31% 1.698%

=
QO ~NO®

11 9.949 663 666 668 rvB 1526970 1819072 26.51% 3.146%
12 10.338 694 700 707 rvB2 40519 118884 1.73% 0.206%
13 10.738 732 735 737 rBV 4242225 4272142 62.25% 7.388%
14 11.435 793 796 798 rBV 1602805 1658074 24.16% 2.867%
15 13.024 932 935 938 rBV 6149160 6371686 92.84% 11.019%

16 13.938 1013 1015 1017 rBV 62748 82682 1.20% 0.143%
17 14.075 1024 1027 1037 rBV 1127576 1317756 19.20% 2.279%
18 15.527 1151 1154 1157 rBV 719971 1173160 17.09% 2.029%
19 15.995 1192 1195 1201 rVB 68139 140063 2.04% 0.242%
20 17.081 1288 1290 1302 rVB2 33986 112151 1.63% 0.194%

Sum of corrected areas: 57826498
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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

U:\HPCHEMI\BNA F\DATA\BF101816\

BF090627 .D

18 Oct 2016 14:32

UmM/sJ

PB94148BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF101316.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 : U:\HPCHEM1\BNA F\DATA\BF101816\
Data File : BF090627.D

Aca On : 18 Oct 2016 14:32

Operator : UM/SJ

Sample : PB94148BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.09 26.36 ng 1646970 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 241 (5.091 min): BF090627.D (-238) (-) m/z 43.10 100.00%
43.1
590.1
5000
101.1 L e R
480 5.00 5.20 5.40
83.1
b e et O P e | m/Z 59.10  59.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L LB LB LN
59.0 4.80 5.00 520 5.40
0
15.0 1010 m/z 101.10 18.90%
81.0 83.0
0 ‘ 1 | i . : . ‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance
43.0
R e I e
570 4.80 5.00 5.20 5.40
5000 m/z 58.10 16.33%
20.0 101.0
15.0 73.0 83.0
R e SRS T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 480 5.00 5.20 5.40
m/z 41.05 8.82%
5000 41.0
31.0
69.0 87.0
150 | L1500 ‘ 9.0
O e T e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF101816\
Data File : BF090627.D

Aca On : 18 Oct 2016 14:32

Operator : UM/SJ

Sample : PB94148BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.67 Concentration Rank 1

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

6.67 96.72 ng 6042540 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 379 (6.669 min): BF090627.D (-376) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 %1 "ok 660 680 700
1 541 . . . .
o..,....,....,...:,".'..:,:!..,::.-.|,..'=~.,?‘?;9,....,.':..,1.1.“?-9,....,'...,.. m/z 68.10 46.47%
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 R U
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 34 .29%
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
" 640 6.60 6.80 7.00
5000 m/z 66.10 28.81%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon . ...,..f\,... S REamnua
1832.0 6.40 6.60 6.80 7.00

m/z 69.10 18.18%

5000

66.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF101816\
Data File : BF090627.D

Aca On : 18 Oct 2016 14:32

Operator : UM/SJ

Sample : PB94148BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 D-Allose Concentration Rank 4

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

9.88 10.80 ng 981992 Acenaphthene-d10 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Allose 180 C6H1206 002595-97-3 90
2 .beta.-D-Glucopvranose. 1.6-anhv... 162 C6H1005 000498-07-7 72
3 Heptanoic acid 130 C7H1402 000111-14-8 64
4 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 53
5 Butanoic acid 88 C4H802 000107-92-6 53

Abundance Scan 660 (9.880 min): BF090627.D (-646) (-) m/z 60.05 100.00%
60.0
5000 /,,/k\_
431 ﬂ 550 5D 1000 1020
1 98.1 126.0 : : :
0 RO St .0 M m/z 57.10 44.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45881: D-Allose
60.0
5000 L L UL SN IR
9.60 9.80 10.00 10.20
43.0 (L m/z 73.05 32.58%
o L L 120 80 1150120040 1630 1800
m/z--> 20 40 60 80 100 120 150 160 180
Abundance
60.0
9.60 9.80 10.00 10.20
5000 m/z 43.10 16.95%
29.0
15.0 430 740 980
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13415: Heptanoic acid  l LR A AT
60.0 9.60 9.80 10.00 10.20
m/z 56.10 16.82%
5000
070 410
87.0
0 H ‘ L)L .| 101.01150130.0
m/z--> 20 ' 60 éo 160 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF101816\
Data File : BF090627.D

Aca On : 18 Oct 2016 14:32

Operator : UM/SJ

Sample : PB94148BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Octadecane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.39 ng 140063 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 80
4 Hexadecane. l1-iodo- 352 C16H33lI 000544-77-4 78
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 1195 (15.995 min): BF090627.D (-1192) (-) m/z 57.10 100.00%
57.1
5000 \A——\/\//k/\—__//
113.1 1411 19912251  264.2 15.60 15.80 16.00 16.20 16.40
I 1691 3161 hsz 71.10  72.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117646: Octadecane, 2-methyl-
57.0
5000 N R SR SRR B
850 1560 15.80 16.00 16.20 16.40
290 m/z 85.10 52.85%
oo 701410 1690 1070 220 2530
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
85.0 15.60 15.80 16.00 16.20 16.40
5000 m/z 43.10 49 .54%
29.0
. 113.0 141.0 169.0 197.0 240.0 \/\vvf\J\/\MA//
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo- [TT T T[T T T[T T T[T TTr[TT
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.10 20.94%
5000 85.0
29.0 113.0 155.0
0.”“”.»”,.L.””,””“.”.”..f?%Q.””..”.”w.”w””,””“ S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF101816\
Data File : BF090627.D

Acq On : 18 Oct 2016 14:32

Operator : UM/SJ

Sample : PB94148BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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]
2-Pentanone, 4-hy... 5.09 26.4 ng 1646970 1 6.90 1249560 20.0
unknown6 .67 6.67 96.7 ng 6042540 1 6.90 1249560 20.0
D-Allose 9.88 10.8 ng 981992 3 9.95 1819070 20.0
Octadecane, 2-met... 16.00 2.4 ng 140063 6 15.53 1173160 20.0
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