LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016553.D

Aca On : 20 Apr 2015 16:22

Operator : TP/1Z

Sample : 61868-04

Misc :

ALS Vial : 7 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:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 2.746 5 10 19 rVB 116931 180759 4.34% 0.741%
2 2.822 19 23 28 rvB 120609 129888 3.12% 0.532%
3 4.767 348 354 362 rVB 163801 221607 5.32% 0.908%
4 5.243 429 435 450 rBY 1296184 1818744 43.62% 7 .455%
5 6.847 696 708 722 rBVY 1292223 2043811 49.02% 8.377%
6 7.188 759 766 776 rBVY 1303129 2042070 48.98% 8.370%
7 7.652 837 845 854 rBV 264621 408818 9.81% 1.676%
8 7.969 892 899 907 rVB 971453 1498814 35.95% 6.143%
9 8.809 1035 1042 1049 rBV 745011 1191932 28.59% 4 .886%
10 10.437 1310 1319 1326 rBvV 380531 631815 15.15% 2.590%

11 12.916 1734 1741 1751 rBV 1937798 2909177 69.78% 11.924%
12 13.757 1878 1884 1892 rBV 59175 91905 2.20% 0.377%
13 14.297 1967 1976 1984 rBV2 579015 890550 21.36% 3.650%
14 15.784 2223 2229 2243 rBV 1379115 1973616 47.34% 8.089%

15 16.007 2261 2267 2275 rBV 30823 53155 1.27% 0.218%
16 17.035 2435 2442 2448 rBV2 798462 1104528 26.49% 4.527%
17 17.423 2502 2508 2515 rBV3 23770 43093 1.03% 0.177%
18 17.934 2588 2595 2605 rBV 91759 180796 4_.34% 0.741%
19 19.221 2810 2814 2823 rBV2 36793 71913 1.72% 0.295%

20 19.667 2884 2890 2901 rVB 3305865 4169155 100.00% 17.089%

21 20.925 3100 3104 3114 rBV 154942 218575 5.24% 0.896%
22 21.213 3148 3153 3158 rBV 999807 1191002 28.57% 4.882%

23 21.359 3175 3178 3184 rBV 41519 43130 1.03% 0.177%
24 21.788 3248 3251 3257 rVB2 34430 43008 1.03% 0.176%
25 22.241 3325 3328 3335 rBV2 43065 63060 1.51% 0.258%

26 23.433 3525 3531 3545 rVB 622318 1182352 28.36% 4._.846%

Sum of corrected areas: 24397273
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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:\HPCHEM1I\BNA G\DATA\BG042015\

BG016553.D

20 Apr 2015 16:22

TP/1Z

G1868-04

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000
02182

TIC: BG016553.D

6.85 7.19
7.97

765 10.44
4.77 A

ol

Time-->

3.00

350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.

I
00 10.50 11.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG016553.D

19.67

12.92

15.78

17.04
14.30

13.76 19.22

16.01 17.42 17.93

Time-->

12.00 1250 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

3000000

2500000

2000000

1500000

1000000

500000

0

20.92

TIC: BG016553.D

21.21
23.43

1.36 21.79 22.24

Time-->

21.00 2150 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016553.D

Aca On : 20 Apr 2015 16:22

Operator : TP/1Z

Sample : 61868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.82 6.35 ng 129888 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7

Abundance Scan 23 (2.822 min): BG016553.D (-19) (-) m/z 73.10 100.00%
7B
5000
43 55 87
| | 207 2.80 2.90 3.00 3.10 3.20
O s o B s MM L L m/z 43.10 28.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 HURIURRAN RS UG ARAS RARRE
43 2.80 2.90 3.00 3.10 3.20
‘ 55 87 m/z 87.10 25.55%
0""l"""l""'l""'|'"'|'"'|'"'l""l""l""l""
m/z--> 20 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 20.10%
45
29
O '??""I' "}?}"'I' UL BRI SR B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide
2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 11.34%
5000
44 58
0....|....|....|....|....|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016553.D

Aca On : 20 Apr 2015 16:22

Operator : TP/1Z

Sample : 61868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.77 10.84 ng 221607 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
3 Guanidine 59 CH5N3 000113-00-8 38
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12

Abundance Scan 354 (4.767 min): BG016553.D (-348) (-) m/z 43.10 100.00%
43
59
5000
101
4.40 4.60 4.80 5.00 5.20
O S8l 78 8 m/z 59.10 68.85%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R UL U
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 33.78%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500 520
0
5000 101 m/z 58.10 19.62%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine P P TP PR P
3 509 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.16%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'P"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 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 G\DATA\BG042015\
Data File : BG016553.D

Aca On : 20 Apr 2015 16:22

Operator : TP/1Z

Sample : 61868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.19 Concentration Rank 1

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

7.19 99.90 ng 2042070 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 766 (7.188 min): BG016553.D (-759) (-) m/z 132.00 100.00%
5000 o8
96 L0 700 750 740 760
40 54 6.80 7.00 7.20 7.40 7.60
o [ | Weus N~ m/z 68.10 36.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SRS RARAS AR
6.80 7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 33.37%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 22.93%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L LR B L i e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.05 13.83%
5000 og M°
I I 89%‘;,&97,\,\",,“_ s 8 AV | S
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016553.D

Aca On : 20 Apr 2015 16:22

Operator : TP/1Z

Sample : 61868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.93 3.27 ng 180796 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2594 (17.928 min): BG016553.D (-2588) (-) m/z 73.10 100.00%
73
43 60
5000
143157171185199213 256 17.60 17.80 18.00 18.20
- m/z 60.10 70.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 U SRR B SO RO
17. 60 17. 80 18. oo 18.20
129 m/z 43.10 65.73%
85 256
ob ALl “‘ M\ 8 115 | 143157171185 199 °1° 227730
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17,60 17.80 18.00 18.20
5000 g 129 m/z 57.10 63.52%
87 242
143 199
101 115 157171185
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid e AR RRARE
60 78 17.60 17.80 18.00 18.20
43 m/z 55.10 53.51%
5000 129
185 228
8 115 | 1435171
Ol ||||||| \M‘ ?‘ H‘ MI\ |‘||fl-|5|7|||| |‘||1|99||2:|L|3||‘||||||||| ———— B REE
m/z--> 20 80 100 120 140 160 180 200 220 240 260 1760 1780 1800 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016553.D

Aca On : 20 Apr 2015 16:22

Operator : TP/1Z

Sample : 61868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.92 3.67 ng 218575 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 90
2 1-Docosene 308 C22H44 001599-67-3 90
3 l-Hentetracontanol 593 C41H840 040710-42-7 90
4 l1-Hexadecanesulfonvl chloride 324 C16H33Cl02S 038775-38-1 87
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 86
Abundance Scan 3103 (20.919 min): BG016553.D (-3100) (-) m/z 57.10 100.00%
g7 197
1 139,60 207 20.60 20.80 21.00 21.20 |
OB L g oS .”...”,.”.“.”,.”.“.”,.”.“.”,. m/z 83.10 95.24%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
97
5000 UM AR SRS
20,60 20.80 21.00 21.20
m/z 97.10 89.60%
ol il H - i
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
o7 20.60 20.80 21.00 21.20 |
5000 m/z 43.10 87.09%
oL 14 139 181 308
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol R AL e maaa e
57 20.60 20.80 21.00 21.20
m/z 55.10 80.13%
97
5000
18
ol | l 3% 181 223 278 320 362 404 446 488518 572
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042015\
Data File : BG016553.D

Acq On : 20 Apr 2015 16:22

Operator : TP/1Z

Sample : G1868-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.82 6.3 ng 129888 1 7.65 408818 20.0
2-Pentanone, 4-hy... 4.77 10.8 ng 221607 1 7.65 408818 20.0
unknown7 .19 7.19 99.9 ng 2042070 1 7.65 408818 20.0
n-Hexadecanoic acid 17.93 3.3 ng 180796 4 17.04 1104530 20.0
Pentafluoropropio... 20.92 3.7 ng 218575 5 21.21 1191000 20.0
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