LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091156.D

Aca On : 11 Nov 2016 22:35

Operator : UM/SJ

Sample : H5628-01

Misc :

ALS Vial : 20 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-BF110316.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 1.744 3 5 54 rVB 3278226 8898557 100.00% 19.349%
2 4.784 268 271 283 rBV 860701 1249729 14.04% 2.717%
3 5.230 308 310 313 rBVY 2557216 3463527 38.92% 7.531%
4 6.304 401 404 406 rBVY 3376116 3941254 44.29% 8.570%
5 6.407 411 413 416 rBV 2736779 3777408 42 .45% 8.214%
6 6.636 431 433 439 rBV 597065 929447 10.44% 2.021%
7 6.796 445 447 450 rBV 3244440 2924251 32.86% 6.359%
8 7.207 481 483 486 rBV 1529521 2200790 24.73% 4.785%
9 7.927 544 546 558 rBVY 1359551 1311244 14.74% 2.851%
10 9.013 638 641 643 rBVY 3294497 3887583 43.69% 8.453%

11 9.413 674 676 678 rBV 152651 195767 2.20% 0.426%
12 9.676 697 699 702 rBV 1519577 1331277 14.96% 2.895%
13 10.465 766 768 771 rBV 2235937 2222250 24.97% 4.832%
14 10.591 777 779 784 rVB 84751 106797 1.20% 0.232%
15 11.151 826 828 833 rBv2 901506 1387554 15.59% 3.017%

16 11.768 880 882 888 rvB 74957 117837 1.32% 0.256%
17 12.362 932 934 938 rBV 433205 437689 4.92% 0.952%
18 12.591 951 954 956 rBV 394366 462100 5.19% 1.005%
19 12.739 964 967 970 rBV 3684828 3555686 39.96% 7.732%
20 13.642 1044 1046 1051 rVB2 187850 207482 2.33% 0.451%

21 13.779 1055 1058 1065 rBV 1020438 1504806 16.91% 3.272%
22 14.625 1130 1132 1141 rVB 162176 264266 2.97% 0.575%
23 14.785 1143 1146 1151 rVB 120117 253465 2.85% 0.551%
24 15.048 1166 1169 1172 rVB 68741 105317 1.18% 0.229%
25 15.105 1172 1174 1176 rVB 84273 117449 1.32% 0.255%

26 15.151 1176 1178 1186 rVB 680029 861898 9.69% 1.874%
27 16.431 1287 1290 1293 rBV2 45281 97250 1.09% 0.211%
28 16.808 1320 1323 1335 rVB 44867 176384 1.98% 0.384%

Sum of corrected areas: 45989064
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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\BF111116\

BF091156.D

11 Nov 2016 22:35

UM/SsJ

H5628-01

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091156.D

Aca On : 11 Nov 2016 22:35

Operator : UM/SJ

Sample : H5628-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.78 26.89 ng 1249730 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 271 (4.784 min): BF091156.D (-268) (-) m/z 43.10 100.00%
43
59
5000
s ik 450 480 Sh0 80
83 : : : : :
o...,....,....,..?7.-,'....,??:.,...‘?9,....,....,....,|....,. m/z 59.10  62.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R U UL R
440 4.60 4.80 5.00 5.20
m/z 101.10 20.63%
o 25 3L 37 83 g3 01
miz--> A N e A A AR
Abundance
59
440 460 480 5.00 5.20
5000 m/z 58.10 16.79%
41
53 73 86
S U SR I SRS UL I UL SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 __f\
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester L O  ALLII Y o
43 440 4.60 4.80 5.00 5.20
m/z 41.10 8.67%
57
5000
29 101
o 15 Y 51 73 83 95
miz--> 10 % 3 40 8 60 70 80 90 100 110 | 440 460 450 500 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091156.D

Aca On : 11 Nov 2016 22:35

Operator : UM/SJ

Sample : H5628-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : 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 3 unknown6.41 Concentration Rank 2

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

6.41 81.28 ng 3777410 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 413 (6.407 min): BF091156.D (-411) (-) m/z 132.00 100.00%
132
5000 68
40 % J 6.00 6.20 6.40 6.60 6.80
54 . . . . .
ol e lgeewr o n/z 68.10  50.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 ISR AR AR
6.00 6.20 6.40 6.60 6.80
104 m/z 66.10 32.52%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 6.20 6.40 6.60 6.80
5000 9g 116 m/z 134.00 32.26%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14069: Xenon | LS N L LN LR N L
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 20.45%
5000
66
0"'I'"'I'”'I“u"l"”l""l'ﬂ [ A SN SR
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091156.D

Aca On : 11 Nov 2016 22:35

Operator : UM/SJ

Sample : H5628-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : 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 5 2- Chloropropionic acid, oc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.64 2.76 ng 207482 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 90
Abundance Scan 1046 (13.642 min): BF091156.D (-1044) (-) m/z 83.10 100.00%
57
5000 111 NM,_Mv,,_N‘JK»v--’”W-’
l 230
RIS SUMILN BRI BN SUM
3 139 168 200 13.40 13.60 13.80 14.00
0 4 .Il. bt i 28 0 "m/z 57.10 96.75%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 11 LR SUMILN B BN SUM
13.40 13.60 13.80 14.00
’ - m/z 97.10 87.73%
139 5
oLl ,H\,M L ,‘\h, 168 104 24 77 27 360
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 1340 13.60 13.80 14.00
5000 m/z 55.10 81.91%
111
29 169 238
o 139 191210 265283
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)- LA L L L L
13.40 13.60 13.80 14.00
83 m/z 69.10 80.69%
5000
29 111
o | [139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091156.D

Aca On : 11 Nov 2016 22:35

Operator : UM/SJ

Sample : H5628-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : 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 6 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.63 6.13 ng 264266 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 4-0xo0-.beta.-damascone 206 C13H1802 053398-08-6 72
3 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 59
4 2.6-Octadiene. 4-methvl- 124 C9H16 074498-94-5 53
5 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 50
Abundance Scan 1132 (14.625 min): BF091156.D (-1130) (-) m/z 69.10 100.00%
69
5000 __,N_ﬁ,._,JA\__ﬂ_.‘~,_.
ol 1440 1460 14.80 15.00
- 1 a kol 31970 161189 231255282 | /7 81.10  49.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 4l AR B SULULE SUGLN SR
14.40 14.60 14.80 15.00
9 m/z 41.10 19.66%
5 137
0 Ly M 4 d“16l 191 217 273299 341367 410
T T | AR LR LR SR WA
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1440 1460 14.80 15.00
5000 m/z 95.10 13.23%
41
138 206
o 109 163 ﬂ\ﬂ_A/xAV\//J\uvvvvv,x¢»~_x
mz-> 50 100 150 200 250 300 350 400
Abundance #57897: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile AR Baa T e
69 14.40 14.60 14.80 15.00
m/z 68.10 10.82%
5000
41 108 135
o154, | 161188
m/z--> 50 160 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111116\
Data File : BF091156.D

Acq On : 11 Nov 2016 22:35

Operator : UM/SJ

Sample - H5628-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : 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... 4.78 26.9 ng 1249730 1 6.65 929447 20.0
unknown6 .41 6.41 81.3 ng 3777410 1 6.65 929447 20.0
2- Chloropropioni... 13.64 2.8 ng 207482 5 13.78 1504810 20.0
Squalene 14.63 6.1 ng 264266 6 15.15 861898 20.0
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