LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016734.D

Aca On : 27 Apr 2015 13:44

Operator : TP/1Z

Sample : 6G1949-05

Misc :

ALS Vial : 6 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 G\METHODS\8270-BG042315.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 2.731 3 7 13 rvv 78987 105544 5.73% 0.803%
2 4.688 335 340 352 rVB 83525 126199 6.86% 0.960%
3 5.175 417 423 432 rBV 526897 755646 41.05% 5.749%
4 6.785 689 697 712 rBV 568991 891481 48.43% 6.782%
5 7.120 746 754 764 rBV 600058 912601 49.57% 6.943%
6 7.578 826 832 840 rBV 229692 364025 19.77% 2.770%
7 7.902 879 887 896 rBV 424820 685131 37.22% 5.212%
8 8.742 1023 1030 1044 rBV 328954 535163 29.07% 4_.072%
9 10.363 1298 1306 1316 rBV 331296 553887 30.09% 4.214%
10 12.855 1723 1730 1744 rBV 958730 1439300 78.19% 10.950%

11 13.701 1868 1874 1882 rBV 92187 134251 7.29% 1.021%
12 14.235 1959 1965 1975 rVB2 499262 738603 40.12% 5.619%
13 15.734 2213 2220 2227 rBV 575425 830407 45.11% 6.318%
14 15.951 2254 2257 2266 rVB3 11279 20947 1.14% 0.159%
15 16.744 2386 2392 2398 rBV3 13386 20059 1.09% 0.153%

16 16.979 2426 2432 2438 rBV2 575577 815561 44.30% 6.205%
17 17.884 2581 2586 2597 rBV2 80003 133150 7.23% 1.013%

18 19.047 2779 2784 2788 rBV2 12420 21022 1.14% 0.160%
19 19.171 2801 2805 2814 rBV7 29716 63702 3.46% 0.485%
20 19.318 2825 2830 2837 rBV2 49017 61709 3.35% 0.469%
21 19.429 2847 2849 2855 rVB5 15651 19809 1.08% 0.151%
22 19.617 2875 2881 2887 rBV 1509462 1840861 100.00% 14.005%
23 20.363 3004 3008 3012 rBV2 33411 38860 2.11% 0.296%
24 20.422 3014 3018 3022 rBv4 18364 23537 1.28% 0.179%

25 20.880 3092 3096 3105 rBV 170087 220106 11.96% 1.675%

26 21.168 3140 3145 3150 rBV 741267 881874 47.91% 6.709%
27 21.321 3168 3171 3176 rBV3 25526 33366 1.81% 0.254%
28 23.372 3513 3520 3530 rBV 474824 877201 47.65% 6.674%

Sum of corrected areas: 13144002
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016734.D

Aca On : 27 Apr 2015 13:44

Operator : TP/1Z

Sample : G1949-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

.73

TIC: BG016734.D

7.12
5.18 6.79

10.36
7.58

4.69

o

Time-->

300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50

T
10.00 10.50 11.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG016734.D

1962

12.85

15.73 16.98

14.24

13.70 17.88 26034

19194%8%

15.95 16.74

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG016734.D

21.17

23.37

20.88
1.32

Time-->

21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BG042315.M Tue Apr 28 15:55:48 2015

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016734.D

Aca On : 27 Apr 2015 13:44

Operator : TP/1Z

Sample : G1949-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.73 5.80 ng 105544 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 7 (2.731 min): BG016734.D (-3) (-) m/z 73.05 100.00%
7B
5000 F
43 55 87
| 007 2.80 2.90 3.00 3.10
e bbb e e e e | M7z 43.10 0 25.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 A U U U AR
43 2.80 2.90 3.00 3.10
55 87 m/z 87.10 24.70%
"'W""P'"I”"I'”'I"”I"'W""P"'I”"I'”'
m/z--> 20 80 100 120 140 160 180 200
Abundance
73
RS UL U U L I
2.80 2.90 3.00 3.10
5000 m/z 55.10 18.20%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide e R AANAEEERLES IS EES
2.80 2.90 3.00 3.10
73 m/z 71.10 10.66%
5000
44 58
o ]
"”h'“'WM“'w'"w'"w'"w"'w"'w"'w"'w"" RS UL U U L I
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 2.90 3.00 3.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016734.D

Aca On : 27 Apr 2015 13:44

Operator : TP/1Z

Sample : G1949-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.69 6.93 ng 126199 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 17

Abundance Scan 340 (4.688 min): BG016734.D (-335) (-) m/z 43.10 100.00%
a3
59
5000
101
440 4.60 4.80 5.00
83
...,....,....,....','.'...?.1.'.'.|,'....,??..,.-...,...!,....,....,....,...., m/z 59.10 66.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A LR UL UL UL
59 440 460 480 5.00
m/z 101.10 33.68%
'“|"“l"”?%'“1”'“|"‘w"'w"'wg?'w??'}ﬁ{'w'"w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
440 460 480 500
5000 m/z 58.10 18.36%
101
31 58
18 50 || 65 73 80 87 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7866: 4-Hydroxy-3-hexanone
59 440 4.60 4.80 5.00
m/z 41.10 7.60%
5000 31
41
15 M‘ J.. 51 || 69 8087 98 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016734.D

Aca On : 27 Apr 2015 13:44

Operator : TP/1Z

Sample : G1949-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 3 unknown7.12 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.12 50.14 ng 912601 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9

4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9

5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 754 (7.120 min): BG016734.D (-746) (-) m/z 132.00 100.00%
132
5000
68
% 6.80 7.00 7.20 7.40
40 54 || 78 80700 720 7.
s e 2 | m/z 134.00  32.99%
miz--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LA L L L L L L L BB |
a 97 6.80 7.00 7.20 7.40
53 117 m/z 68.10 32.79%
LAz
S T . 2 Y
miz--> 40 60 80 100 120 140 160 180 200
Abundance
57 132
A A
“ 6.80 7.00 7.20 7.40
5000 gg 116 m/z 66.10 20.10%
158 189
R o e A
miz--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 6.80 7.00 7.20 7.40
m/z 69.10 12.27%
5000
33 44 o 105
60 ‘
miz--> 40 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016734.D

Aca On : 27 Apr 2015 13:44

Operator : TP/1Z

Sample : G1949-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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

m/z 60.10 75.83%

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.88 3.27 ng 133150 Phenanthrene-d10 16.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 2585 (17.878 min): BG016734.D (-2581) (-) m/z 73.10 100.00%
73
43 60
5000 129
I ||ﬂ 1187171185 218 256 "17,60 1780 18,00 1820
||||||:||“|||'

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #92228: n-Hexadecanoic acid
43 60 73
50001 29 256
129 17.60 17.80 18.00 18.20
213 m/z 43.05 70.31%
157171 185
.HH\ \\u MBI | Ty |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e a LR et
17.60 17.80 18.00 18.20
5000 m/z 57.10 52.98%
29
129
g7 115 171 214
101 143157 | 185,99
R K AN R a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid T T T
43 60 73 17.60 17.80 18.00 18.20
m/z 55.10 50.19%
129
5000 29 o
‘ ‘H 1 115 3157171185 19
0 5 v A i ...‘ 22 N B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042715\
Data File : BG016734.D

Aca On : 27 Apr 2015 13:44

Operator : TP/1Z

Sample : G1949-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.88 4.99 ng 220106 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 1-Docosene 308 C22H44 001599-67-3 97
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 94
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 1-Octadecene 252 C18H36 000112-88-9 91
Abundance Scan 3096 (20.880 min): BG016734.D (-3092) (-) m/z 57.10 100.00%
57 83
USRS NI U B
3 J 139 168 207 20.60 20.80 21.00 21.20
L Il doi L1220 252 284 308328 355 7, g3.10  91.39%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43 97
69
5000 L U DU BN SRR
20 60 20. 80 21. oo 21 20
125 m/z 97.10 85.67%
25 \\ \ | |15 182 210 238 266
m/z--> 60 150 200 250 300 3%0
Abundance
57 97
' 20.60 20.80 21.00 21.20
5000 m/z 55.10 81.22%
29 125 308
79 193 181 209 238 280
m/z--> éo 160 150 200 250 300 3%0
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester L ML e
57 20.60 20.80 21.00 21.20
83 m/z 43.10 77.87%
111
29
o ,‘,1| 50 168 101210 298 e
m/z--> 50 100 150 200 250 300 350 20 60 20. 80 21. oo 21 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042715\
Data File : BG016734.D

Acq On 27 Apr 2015 13:44

Operator : TP/1Z

Sample - G1949-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042315_.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]
Butane, 2-methoxy... 2.73 5.8 ng 105544 1 7.58 364025 20.0
2-Pentanone, 4-hy... 4.69 6.9 ng 126199 1 7.58 364025 20.0
unknown7 .12 7.12 50.1 ng 912601 1 7.58 364025 20.0
n-Hexadecanoic acid 17.88 3.3 ng 133150 4 16.98 815561 20.0
1-Nonadecene 20.88 5.0 ng 220106 5 21.17 881874 20.0
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