LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110515\
Data File : BF082705.D

Aca On > 4 Nov 2015 17:16

Operator : UM/I1Z

Sample : G4240-16

Misc :

ALS Vial : 12 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-BF103015.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 5.059 256 260 270 rVB 2052499 3256050 43.15% 4.723%
2 5.481 293 297 299 rBVY 4953631 6985252 92.57% 10.132%
3 6.499 383 386 389 rVB 5166752 6012903 79.69% 8.721%
4 6.636 395 398 400 rBY 6609986 6849310 90.77% 9.934%
5 6.864 415 418 420 rBV 1551042 1335607 17.70% 1.937%
6 7.024 429 432 434 rVB 5542649 5359816 71.03% 7.774%
7 7.424 464 467 470 rBVY 3506302 4068383 53.92% 5.901%
8 8.145 528 530 533 rBVY 1448935 1618692 21.45% 2.348%
9 9.105 611 614 616 rBV 141027 121062 1.60% 0.176%
10 9.230 622 625 627 rBY 7206744 7322051 97.04% 10.620%

11 9.619 656 659 661 rBVY 1316829 1146315 15.19% 1.663%
12 9.905 681 684 686 rVvB 2283469 2119769 28.09% 3.075%
13 10.316 717 720 725 rBvV2 125075 278170 3.69% 0.403%
14 10.693 749 753 755 rBV 5426532 5706467 75.62% 8.277%
15 10.819 762 764 768 rVB 143552 173072 2.29% 0.251%

16 11.265 801 803 805 rBvV 143753 127962 1.70% 0.186%
17 11.379 811 813 816 rvVB 1583380 2076060 27.51% 3.011%
18 11.699 838 841 843 rBV 62066 86593 1.15% 0.126%
19 11.928 858 861 863 rBvV 728123 786148 10.42% 1.140%
20 12.705 927 929 935 rBV 184230 207083 2.74% 0.300%

21 12.979 950 953 955 rBV 7408514 7545756 100.00% 10.945%
22 13.882 1029 1032 1042 rBV 1062861 1220211 16.17% 1.770%
23 14.031 1042 1045 1047 rBV 2132660 2262042 29.98% 3.281%
24 14.545 1088 1090 1097 rBV 76605 148883 1.97% 0.216%
25 14.922 1121 1123 1125 rVB 115519 112434 1.49% 0.163%

26 15.494 1170 1173 1176 rBV 1375357 1649835 21.86% 2.393%
27 16.020 1217 1219 1224 rBV 135632 267486 3.54% 0.388%
28 17.117 1312 1315 1322 rBVS8 28634 101742 1.35% 0.148%

Sum of corrected areas: 68945154
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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\BF110515\

BF082705.D

4 Nov 2015 17:16

umsiz

G4240-16

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082705.D

Aca On : 4 Nov 2015 17:16

Operator : UM/I1Z

Sample : G4240-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 3

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

5.06 48.76 ng 3256050 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 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 260 (5.059 min): BF082705.D (-256) (-) m/z 43.10 100.00%
43
59
5000
1 480 500 520 540
o...,....,....,..??',':...,??4.',...‘??..?7.,??..,....~,|....,. m/z 59.10 60.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N L I UL
59 480 500 520 5.40
m/z 101.10 19.03%
15 31 101
o 257 37, 53 83 N
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 14 _.47%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e R ao )
59 4.80 500 5.20 5.40
m/z 41.05 9.62%
5000
41
0 "'I""I'"‘H”"'JIJ”"I?%lIi""I??"I' ?p'l""lt"'l' HRREE SRR LN UL SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082705.D

Aca On : 4 Nov 2015 17:16

Operator : UM/I1Z

Sample : G4240-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknown6.64 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.64 102.57 ng 6849310 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 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 398 (6.636 min): BF082705.D (-395) (-) m/z 132.10 100.00%
5000 68
40 i 640 6.60 6.80 7.00
54 104 . . . .
48 6
o....,...:l'!...,.'.'.. 2!..,..'.--.,..E.‘?,....,....,.1.1.5.,...., bt m/z 68.10 51.32%
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance #13677. 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL LR | TTT [T I T roT
6.40 6.60 6.80 7.00
78 m/z 134.10 34.80%
31
38 44
0 ‘ N | H | !
T T e T T e e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
T T
6.40 6.60 6.80 7.00
5000 m/z 66.10 33.51%
63 81
31 37 44 50 57 75 | 88 g4 101 112
i L A & e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine A B
132 6.40 6.60 6.80 7.00
m/z 69.10 21.60%
5000
3B 44 0 g7 105
60 78 ‘
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082705.D

Aca On : 4 Nov 2015 17:16

Operator : UM/I1Z

Sample : G4240-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.93 7.57 ng 786148 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 861 (11.928 min): BF082705.D (-858) (-) m/z 73.10 100.00%
43 60 73
5000 129
7 115 213 U DN RN SUULRN SR
143157171185 01 50y 286 11.60 11.80 12.00 12.20
0! m/z 43.10 85.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
29 171 11.60 11.80 12.00 12.20
7 115 214 m/z 60.10 82.80%
‘ 143157 ‘ 185
Oll‘l”‘i‘l\”uldl‘lh‘ H‘ ‘Hh “llu‘.‘..l‘..l‘.luul. .‘... ...“. AR BBRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.60 11.80 12,00 12.20
5000 129 m/z 57.10 69.42%
29 87 185 228
. 9 115 143557171 199213
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #92228: n-Hexadecanoic acid ST
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 69.18%
5000{ 29 256
129
15717118 213
Oll‘lll‘i‘\‘ MH‘ H IHH‘ MHIH‘\ |“|‘||14‘|.3||| ||‘||1|‘|5|]|-99||||2|2|7|?49|||‘||| T RN EEE R R e S
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082705.D

Aca On : 4 Nov 2015 17:16

Operator : UM/I1Z

Sample : G4240-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 6 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.88 10.79 ng 1220210 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91

5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90

Abundance Scan 1032 (13.882 min): BF082705.D (-1029) (-) m/z 55.10 100.00%

5000

—

125 TT T[T [ rrrrprrrrprorT
139153168182196210 238 13.60 13.80 14.00 14.20

o’ m/z 57.10 98.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
69 83
4 97

5000

13.60 13.80 14.00 14.20
111 m/z 83.10 97.92%

125
139153167 182196210224 252 280

o
N
o~

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
69 g3 T T R T T
13.60 13.80 14.00 14.20
5000 97 m/z 43.10 94.14%
111

25
Zr 139153 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene R EEE R R S
13.60 13.80 14.00 14.20

m/z 97.10 84 .86%

—

5000

125

%

139154168182196210224238 266
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082705.D

Aca On : 4 Nov 2015 17:16

Operator : UM/I1Z

Sample : G4240-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 7 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.02 3.24 ng 267486 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 1-Nonadecene 266 C19H38 018435-45-5 80
3 1-Eicosanol 298 C20H420 000629-96-9 72
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 68
5 17-Pentatriacontene 491 C35H70 006971-40-0 64
Abundance Scan 1219 (16.020 min): BF082705.D (-1217) (-) m/z 57.10 100.00%
57
97
5000 41
s 15,60 15.80 16.00 16.20 16.40
153169 195 221 : : : : :
Obrrr e m/z 43.10 75.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 LA SRR SRR SN B
29 15.60 15.80 16.00 16.20 16.40
195 m/z 97.10 T74.74%
NECEN 153168
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 97
69 LA PRI SR SN B
15.60 15.80 16.00 16.20 16.40
5000 m/z 55.10 74.63%
125
0 27 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116747: 1-Eicosanol L REEaE B e
43 15.60 15.80 16.00 16.20 16.40
m/z 83.10 70.30%
- NJM/V\/\
2
ok AL ik 139154 181196
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 15.|60 15.I80 16.|00 16.|20 16.|40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110515\
Data File : BF082705.D

Acq On > 4 Nov 2015 17:16

Operator : UM/1Z

Sample - G4240-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.06 48.8 ng 3256050 1 6.86 1335610 20.0
unknown6 .64 6.64 102.6 ng 6849310 1 6.86 1335610 20.0
Tridecanoic acid 11.93 7.6 ng 786148 4 11.38 2076060 20.0
5-Eicosene, (E)- 13.88 10.8 ng 1220210 5 14.03 2262040 20.0
1-Docosene 16.02 3.2 ng 267486 6 15.49 1649840 20.0
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