LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024745.D

Aca On > 8 Nov 2016 1:32

Operator : UM/SJ

Sample : H5543-08

Misc :

ALS Vial : 15 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-BG102516.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 3.119 42 48 64 rBY 6734464 10945644 100.00% 19.385%
2 3.272 68 74 82 rBv4 61513 132052 1.21% 0.234%
3 5.322 417 423 430 rBV 412668 646756 5.91% 1.145%
4 5.792 495 503 512 rBY 1874789 3118425 28.49% 5.523%
5 7.402 767 777 786 rBVY 1939895 3478955 31.78% 6.161%

7.784 834 842 850 rBV 1829804 3295871 30.11% 5.837%
8.260 916 923 933 rVB 337993 607262 5.55% 1.075%
1317650 2412177 22.04% 4.272%
9.435 1114 1123 1130 rBV 1179174 2158631 19.72% 3.823%
11.086 1397 1404 1414 rVB 424477 777678 7.10% 1.377%
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11 13.501 1805 1815 1822 rBV 2980447 4651330 42.49% 8.238%
12 14.318 1946 1954 1961 rBV 786847 1193995 10.91% 2.115%
13 14.876 2041 2049 2057 rBV 710902 1153339 10.54% 2.043%
14 16.362 2294 2302 2309 rBV 3057199 4838594 44 .21% 8.569%
15 17.620 2508 2516 2527 rBV 1024151 1577446 14.41% 2.794%

16 18.460 2655 2659 2668 rBvV2 170631 264832 2.42% 0.469%
17 20.199 2949 2955 2961 rBV 6932433 9447303 86.31% 16.732%
18 21.492 3170 3175 3181 rBV3 191283 323767 2.96% 0.573%
19 21.915 3240 3247 3255 rVB 1430603 2504174 22.88% 4._.435%
20 23.630 3533 3539 3546 rVvB2 206406 400117 3.66% 0.709%

21 25.340 3818 3830 3841 rVB2 813226 2535366 23.16% 4._.490%

Sum of corrected areas: 56463714
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024745.D

Aca On - 8 Nov 2016 1:32

Operator : UM/SJ

Sample : H5543-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024745.D

6000000
5000000
4000000
3000000

2000000 5.79 7.40 778
8.58 9.44

1000000
5.32 8.26 11.09

.27

e o R L T L

Time--> 300 3.50 4.00 450 500 550 600 650 700 750 8.00 850 9.00 9.50 1000 10.50 1100 11.50 12.00 12.50
Abundance TIC: BG024745.D

20.20

6000000
5000000

4000000

16.36
3000000 13.50

2000000
21.91

17.62
1000000 14.32 14.88

18.46 21.49
L Y  E e L SR RERES S

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG024745.D

6000000
5000000
4000000
3000000
2000000

1000000 25.34
23.63
A

O T T T e T T T T T T T T T T e e

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024745.D

Aca On > 8 Nov 2016 1:32

Operator : UM/SJ

Sample : H5543-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown3.12 Concentration Rank 1

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

3.12 360.49 ng 10945600 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 28
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 48 (3.119 min): BG024745.D (-42) (-) m/z 73.10 100.00%
7B
43
5000
300 320 340
o! bl (105128154 193215 251274 304 3M 402428455 | "m/z 43.10  69.90%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 N UL L
3.00 320 3.40
m/z 89.10 49.26%
0 LA WAL (NI BN UL LI SRS WL
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
89 300 320 340
5000{ 18 m/z 41.05 15.87%
L e S U UL L UL WL LN UL g /&‘
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #733: N-Ethylformamide —F
3 73 3.00 320 3.40
m/z 45.10 13.13%
5000 ]\\
OIJ'IJI""I'"'I"'W""I""I""I""I""I" A LA UL L
mz-> 0 50 100 150 200 250 300 350 400 450 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024745.D

Aca On > 8 Nov 2016 1:32

Operator : UM/SJ

Sample : H5543-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 4

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

5.32 21.30 ng 646756 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane 58 C4H10 000106-97-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 423 (5.322 min): BG024745.D (-417) (-) m/z 43.10 100.00%
43
5000
T PP
Ofrrr 83, 145166 208 276 340 401426 | Tn/z 59.10  65.40%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A S IR UL

5.00 5.20 5.40 5.60
m/z 101.10 22.02%

101
e —
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
59
R RRARE RS Ry
5.00 5.20 5.40 5.60
5000 m/z 58.05 16.64%
37 126
O T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #232: Butane
43 5.00 5.20 5.40 5.60
m/z 41.10 9.27%
5000
15 {
o4+t
m/z--> 0 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024745.D

Aca On > 8 Nov 2016 1:32

Operator : UM/SJ

Sample : H5543-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.78 Concentration Rank 2

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

7.78 108.55 ng 3295870 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 20

Abundance Scan 841 (7.778 min): BG024745.D (-834) (-) m/z 132.00 100.00%
132
68
5000
w | ¥ 7.40 7.60 7.80 8.00 8.20
0 bl ) 164193221 268 329 S0 Al 3B "m/z 68.10 55.46%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o A
7.40 7.60 7.80 8.00 8.20
5 70 m/z 66.10 38.93%
O'jJM"w"“l'“' DN S LI DRI WL S S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 31.57%
104
39 77
o L L B L B L L WL S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14770: Cyclopropanamine, 1-phenyl- B b
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 25.53%
104
5000
51 77
0"Phhtw'h“l'“' DN S UL DRI WL S SR IR UL L LR
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024745.D

Aca On > 8 Nov 2016 1:32

Operator : UM/SJ

Sample : H5543-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.46 3.36 ng 264832 Phenanthrene-d10 17.62
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 64
3 Octadecanoic acid 284 C18H3602 000057-11-4 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2659 (18.460 min): BG024745.D (-2655) (-) m/z 43.10 100.00%

5000

256 18.20 18.40 18.60 18.80

290 341369 409 444 506

0 m/z 73.10 80.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
0
5000 129

18.20 18.40 18.60 18.80
m/z 41.10 70.23%

157 185 213 256

\\H ‘
|

o \\H‘ uh” \m "

m/z--> 0 50 50 200 250 3(I)O 35|O 4(I)O 4é0 5(I)O
Abundance
73
43 18.20 18.40 18.60 18.80
5000 m/z 55.10 64.54%
129
1711 214
18 99

L S L S B L S UL N SR N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid

18.20 18.40 18.60 18.80
m/z 60.00 62.74%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024745.D

Aca On > 8 Nov 2016 1:32

Operator : UM/SJ

Sample : H5543-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cycloeicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.49 2.59 ng 323767 Chrysene-di12 21.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 92
2 5-Eicosene. (EBE)- 280 C20H40 074685-30-6 92
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 76
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 76
Abundance Scan 3175 (21.492 min): BG024745.D (-3170) (-) m/z 55.05 100.00%
55
5000 11
39 182 933 267 444 21.20 21.40 21.60 21.80
ol 297 329358387415444 473502 535 77 8310 97 18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127768: Cycloeicosane
55
5000
21.20 21.40 21.60 21.80
) m/z 57.10 90.31%
LT \\ “ | “\ [139168196224252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
83 21.20 21.40 21.60 21.80
5000 m/z 43.05 81.58%
111
o 2 139167196224252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)- R
57 21.20 21.40 21.60 21.80
o7 m/z 69.10 67 .36%
5000
29
25
0 P; 153182210 252280
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024745.D

Aca On > 8 Nov 2016 1:32

Operator : UM/SJ

Sample : H5543-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 8 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.63 3.16 ng 400117 Perylene-d12 25.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 64
2 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
3 Saualene 410 C30H50 000111-02-4 64
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 64

Abundance Scan 3539 (23.630 min): BG024745.D (-3533) (-) m/z 69.05 100.00%

5000

95
137163 203 245 283 341367 415 503533 23.40 23.60 23.80 24.00

0 m/z 81.10 36.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215928: Supraene
69
5000
23.40 23.60 23.80 24.00
41 o m/z 41.05 17.71%
o L “\M Hd 163191217245273299 341367 410
T I B I e R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69
23.40 23.60 23.80 24.00
5000 m/z 68.10 14.75%
41
136
o P 162189215 250 287 332
LA e e L LA o I b i o o e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215930: Squalene
69 23.40 23.60 23.80 24.00
m/z 67.05 13.40%
so00{ 4
9% 137
o 1 | J 163191217 273299 341367 410
A B e o o o R ELL AL A B B o e o o o
m/z--> 50 100 150 200 250 300 350 400 450 500 23.40 23.60 23.80 24.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_G\DATA\BG110716\

BG024745.D

8 Nov 2016 1:32

UM/SJ

H5543-08

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown3.12

2-Pentanone, 4-hy...

unknown7.78

n-Hexadecanoic acid

Cycloeicosane
Supraene

8270-BG102516.M Tue Nov 08 16:54:37 2016

3.12 360.5 ng

5.32 21.3 ng
7.78 108.6 ng
18.46 3.4 ng
21.49 2.6 ng
23.63 3.2 ng

RT EstConc Units Response

10945600
646756
3295870
264832
323767
400117

|--Internal Standard---|
| # RT Resp Conc]

1 607262 20.0
1 607262
1 8.26 607262 20.0
4 17.62 1577450 20.0
5 21.91 2504170

6 25.34 2535370 20.0
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