LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092023.D

Aca On : 29 Dec 2016 14:22

Operator : UM/SJ

Sample : H6278-05

Misc :

ALS Vial : 9 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-BF122116.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 4.830 238 240 248 rBV 358348 532298 7.14% 1.052%
2 5.298 279 281 284 rBVY 3218885 3037895 40.73% 6.001%
3 6.350 371 373 376 rBVY 2445163 2164259 29.02% 4_.275%
4 6.464 380 383 386 rBVY 5974667 5687361 76.26% 11.235%
5 6.693 400 403 405 rBV 1285651 1415665 18.98% 2.797%

6.853 414 417 419 rBV 4198936 5533810 74.20% 10.932%
7.264 450 453 455 rBV 3714170 4207837 56.42% 8.312%
7.973 513 515 518 rBV 1596864 1581726 21.21% 3.125%
6317470 6522747 87.46% 12.885%
9.733 666 669 671 rBV 1333170 1860209 24.94% 3.675%
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11 10.522 735 738 740 rBV 4134034 4485151 60.14% 8.860%
12 11.208 795 798 800 rBV 2194174 1920309 25.75% 3.793%
13 12.796 934 937 940 rBV 4979959 7457833 100.00% 14.732%
14 13.836 1026 1028 1031 rBV 1772712 1776684 23.82% 3.510%
15 15.254 1149 1152 1155 rBV 1260082 1609058 21.58% 3.179%

16 15.699 1188 1191 1216 rVB3 77483 664137 8.91% 1.312%
17 18.385 1411 1426 1427 rBV 34114 165118 2.21% 0.326%

Sum of corrected areas: 50622097
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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\BF122916\

BF092023.D

29 Dec 2016 14:22

UM/SsJ

H6278-05

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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\BF122916\
Data File : BF092023.D

Aca On : 29 Dec 2016 14:22

Operator : UM/SJ

Sample : H6278-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

4.83 7.52 ng 532298 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 240 (4.830 min): BF092023.D (-238) (-) m/z 43.05 100.00%
43.0
59.0
5000
1ol 4.40 4.60 4.80 5.00 5.20
el 690 820 | “n/z 59.00  56.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL I
59.0 440 460 480 500 520
0
150 a0 1010 m/z 101.10 17.60%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
440 460 480 5.00 520
5000 41.0 m/z 58.10 14.61%
31.0
69.0 870
15.0 50.0 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
54.0 440 4.60 4.80 5.00 5.20
m/z 41.10 8.63%
5000
41.0
RN |""”|“' "“*‘”'§q'9“l* T 7?3q '|'§q'9|' "'I""' N [T T T T "|"
m/z--> 10 20 30 40 50 60 70 80 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\BF122916\
Data File : BF092023.D

Aca On : 29 Dec 2016 14:22

Operator : UM/SJ

Sample : H6278-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.46 Concentration Rank 1

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

6.46 80.35 ng 5687360 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 383 (6.464 min): BF092023.D (-380) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 540 ®o J TSk o0 ko ok
4820 L Moo m/z 68.10 46.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 B AR R L
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 33.29%
N ""I l?qu ﬂ'7ﬂf)ﬁl8§10"‘l'h" A AL AL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "3k 640 650 0B
5000 980 1160 m/z 66.10 28.84%
158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- A e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.56%
5000 630 g10
31.0 112.0
.,..‘..h,.4?“9:‘,“&.“.i‘.l95;0,‘.‘.l‘. ..“.,....,....,.... i
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092023.D

Aca On : 29 Dec 2016 14:22

Operator : UM/SJ

Sample : H6278-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.70 8.25 ng 664137 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Tetratetracontane 619 C44H90 007098-22-8 72
3 Tetratriacontane 479 C34H70 014167-59-0 72
4 Tetrapentacontane 759 C54H110 005856-66-6 64
5 Triacontane 422 C30H62 000638-68-6 64

Abundance Scan 1191 (15.699 min): BF092023.D (-1188) (-) m/z 57.10 100.00%

57.1
2100 267.1 ' 15.40 15.60 15.80 16.00

ek ...'.'l.".."....~,!...,.'...,....,....,....,....,....,....,.... m/z 43.05 81.60%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107655: Eicosane
57.0
5000 LN L L L N L |

15.40 15.60 15.80 16.00
m/z 71.10 79.85%

¥ \h Il ‘169 0 225.0 282.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

4

A
L L L B

15.40 15.60 15.80 16.00
5000 m/z 85.05 63.20%

113.0
169.0 253 0 309 0 379 o 477.0 533.0 618.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

?

Abundance #167078: Tetratriacontane R
57.0 15.40 15.60 15.80 16.00
m/z 44.00 45._76%
5000 hNNJW/‘NM\W\P\\\\\&\Nw
130
,169.0 2250 3110 4100
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15. 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092023.D

Aca On : 29 Dec 2016 14:22

Operator : UM/SJ

Sample : H6278-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 unknownl18.39 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.39 2.05 ng 165118 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Bis(2-chloroethvDurea 184 C5H10CI2N20 002214-72-4 39
2 1-Pentanol. 4-amino- 103 C5H13NO 000927-55-9 23
3 Ethvl Chloride 64 C2H5CI 000075-00-3 17
4 1-l1sopropvldiaziridine 86 C4H1O0N2 033657-26-0 9
5 12-Methylaminolauric acid 229 C13H27N02 007408-81-3 9
Abundance Scan 1426 (18.385 min): BF092023.D (-1411) (-) m/z 44.00 100.00%
44.0
_ f
oo oo || 1800 130 1540 1560 1860
R e o I e e e S e m/z 48.95 19.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45707: 1,3-Bis(2-chloroethyl)urea
44.0 63.0
135.0
5000 LRI U SIS BRI B
18.00 18.20 18.40 18.60 18.80
184.0 m/z 83.90 16.27%
‘ 86.0 106.0 o :
T I\I\l‘ ‘k‘. \l‘ lml ol 'M .“‘. — .‘A T J I :II'?:\II'I |1|6'|8-IOI .“. e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
44.0
18.00 18.20 18.40 18.60 18.80
5000 m/z 43.05 12.19%
69.0 85.0 103.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #340EthyIChIor|de LI AL B A B L B
24.0 18.00 18.20 18.40 18.60 18.80
m/z 85.90 11.62%
64.0
5000
.%%9“‘.Wﬁq?.ﬂﬁ..,”..,”..,”..,”..,”..,”..,”.. ﬂq¥1ﬁ%¥¥{:i:i:iii:i
m/z--> 200 40 60 80 100 120 140 160 180 200 18.00 18.20 18.40 18.60 18.80

8270-BF122116.M Fri Dec 30 10:41:03 2016 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122916\
Data File : BF092023.D

Acq On : 29 Dec 2016 14:22

Operator : UM/SJ

Sample : H6278-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.83 7.5 ng 532298 1 6.69 1415670 20.0
unknown6 .46 6.46 80.3 ng 5687360 1 6.69 1415670 20.0
Eicosane 15.70 8.3 ng 664137 6 15.25 1609060 20.0
unknown18.39 18.39 2.0 ng 165118 6 15.25 1609060 20.0
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