LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 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-BG050515.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 2.789 13 17 35 rBY 6155555 8328179 100.00% 19.337%
2 2.924 36 40 49 rVB2 171788 314507 3.78% 0.730%
3 3.007 49 54 59 rBv 218036 281474 3.38% 0.654%
4 4.922 374 380 387 rBV 182353 265665 3.19% 0.617%
5 5.386 452 459 470 rBVY 1635098 2385402 28.64% 5.539%
6 6.972 720 729 740 rVB 1739115 2863724 34.39% 6.649%
7 7.337 784 791 803 rBY 1681424 2606467 31.30% 6.052%
8 7.801 863 870 877 rVB 312707 508765 6.11% 1.181%
9 8.124 918 925 934 rVB 1073888 1749262 21.00% 4.062%
10 8.958 1059 1067 1076 rBY 1019514 1670235 20.06% 3.878%

11 10.598 1338 1346 1354 rBV 436974 752254 9.03% 1.747%
12 12.801 1715 1721 1727 rBV 91867 136318 1.64% 0.317%
13 13.065 1758 1766 1772 rBV 2511320 3748808 45.01% 8.704%
14 13.894 1902 1907 1918 rBV 102019 156166 1.88% 0.363%
15 14.440 1994 2000 2010 rBV2 681944 1039079 12.48% 2.413%

16 15.803 2225 2232 2237 rVB 182049 245272 2.95% 0.569%
17 15.927 2245 2253 2269 rBV 2154795 3028318 36.36% 7.031%
18 17.184 2461 2467 2473 rVB2 913172 1275189 15.31% 2.961%
19 18.089 2613 2621 2630 rBv2 397990 607212 7.29% 1.410%
20 19.370 2834 2839 2846 rBV 194563 295957 3.55% 0.687%

21 19.816 2909 2915 2920 rBV 4427306 5482332 65.83% 12.729%
22 20.504 3027 3032 3038 rBV2 94528 181000 2.17% 0.420%
23 21.079 3126 3130 3140 rBV 1205847 1397140 16.78% 3.244%
24 21.361 3172 3178 3189 rBV 1151505 1441308 17.31% 3.347%
25 21.984 3279 3284 3291 rBV2 73694 117556 1.41% 0.273%

26 22.184 3314 3318 3324 rVB 71502 98672 1.18% 0.229%
27 22.584 3382 3386 3393 rVB 176203 251542 3.02% 0.584%
28 22.971 3447 3452 3456 rBvV4 43241 92132 1.11% 0.214%

29 23.671 3563 3571 3580 rVB2 682391 1348970 16.20% 3.132%
30 24.346 3681 3686 3699 rvVB4 135293 315664 3.79% 0.733%

31 26.144 3988 3992 4002 rVB4 35633 83453 1.00% 0.194%

Sum of corrected areas: 43068022
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/I1Z

Sample : G2114-18

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016880.D
60000002} 79
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3000000

8.12 8.96

231 4.92 7.80 J

e 1 e L e T S T o

T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016880.D
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1000000
10.60
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5000000
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4000000

3000000
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15.93
2000000

17.18
1000000 14.44 1500
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Time--> 12.00 12.50 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
Abundance TIC: BG016880.D
6000000

5000000

4000000

3000000

2000000

21.081.36
1000000 23.67

22.58
21.92.18 2258 22,97 J\ 24.35 26.14
L A U U U R L USSR SEE

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 1,3-Diaminoguanidine Concentration Rank 1

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

2.79 327.39 ng 8328180 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Diaminodquanidine 89 CH7N5 004364-78-7 53
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 47
3 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 42
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 25
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 25

Abundance Scan 17 (2.789 min): BG016880.D (-13) (-) m/z 73.10 100.00%
7B
43
5000
2.80 2.90 3.00 3.10 3.20
o...M,h....1?1....,1.6?..,....,....,....,...3.9?.. m/z 43.05 75.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #2183: 1,3-Diaminoguanidine
43
89
5000{ 18
2.80 2.90 3.00 3.10 3.20
m/z 89.00 45.10%
”Nﬁ§"|""|""|"" L DAY SN SR
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
71 2.80 2.90 3.00 3.10 3.20
5000 m/z 41.10 19.46%
18 101
mz-> 50 100 150 200 250 300 350 400
Abundance #4670: Propane, 2,2-dimethoxy-
73 2.80 2.90 3.00 3.10 3.20
m/z 45.00 14 _.75%
soo0{ 43
..meuﬁ..,....,....,.... e ——
m/z--> 50 100 150 200 250 300 350 400 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\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

3.01 11.07 ng 281474 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 36
3 Butanoic acid. 2-hvdroxv-2-methy... 132 C6H1203 032793-34-3 10
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 55 (3.012 min): BG016880.D (-49) (-) m/z 73.00 100.00%
7B
5000{ 43
R
280 3.00 320 3.40
J;|u...|.,1.1?..,.1?9.?99.. e el || M/z 43.00  45.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 N S
280 3.00 320 3.40
m/z 87.10 27 .59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
280 300 320 340
5000 m/z 55.00 24 .98%
43
102
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13857: Butanoic acid, 2-hydroxy-2-methyl-, methyl ester
7B 280 3.00 320 3.40
43 m/z 41.00 14.16%
5000
‘ 193
mz> 50 100 180 200 20 %0 %o 4o 4% % s 280 300 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.92 10.44 ng 265665 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 37
3 Propane. 1l.l1-dipropoxv- 160 C9H2002 004744-11-0 36
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25

Abundance Scan 380 (4.922 min): BG016880.D (-374) (-) m/z 43.00 100.00%
43
5000
1o 460 4.80 500 520
73 : : : :
...,..~..',|...1‘.‘?...."[0.7.2.3?,....,....,...3.9?....,....?0.7. m/z 59.00 51.46%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRS R AR
460 4.80 5.00 5.20
m/z 101.00 17.72%
H 101
'wwfpg”i"”l"'W""P"'I”"I'”'I"”I"'W"
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59
460 4.80 500 520
0
5000 101 m/z 57.95 15.37%
27
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #29867: Propane, l,l—dipropoxy— L L L R N B |
59 460 4.80 5.00 5.20
m/z 41.00 8.75%
5000 101
31
J 131
ﬂ'“""l'”'lﬁq"l"”|'"'l"'w""l"'w""l" ISR SRS AR RN
m/z--> 50 100 150 200 250 300 350 400 450 500 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown7.34 Concentration Rank 2

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

7.34 102.46 ng 2606470 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 12
5 Benzene, l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 10

Abundance Scan 792 (7.343 min): BG016880.D (-784) (-) m/z 132.00 100.00%
132
5000 68
40 9|6 - 7.00 720 7.40 7.60
TN . - B e m/z 68.00 47.17%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 97 RS RS RARAS AR
7.00 7.20 7.40 7.60
g 70 m/z 134.00 32.04%
Lo bdo | ‘
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
132
7.00 720 7.40 7.60
5000 m/z 66.00 31.35%
15 39 63 104
mz-> 0 50 100 150 200 250 300 350 400
Abundance #13679: 5-Fluoro-2-chloropyrimidine D R e R o)
132 7.00 7.20 7.40 7.60

m/z 69.00 19.69%

5000

33 105
“\70 H\ ‘

T
m/z--> 0 50 100 150 200 250 300 350

|
400 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Propanoic acid, 2-methyl-, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.62 ng 136318 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 56
2 Propanoic acid. 2-methvl-. 2-met... 144 C8H1602 000097-85-8 53
3 Butanoic acid. 2-methvlpropvl ester 144 C8H1602 000539-90-2 53
4 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 50
5 Butanoic acid, l-methylpropyl ester 144 C8H1602 000819-97-6 47
Abundance Scan 1721 (12.801 min): BG016880.D (-1715) (-) m/z 43.05 100.00%
a3 M
5000
l T 12.40 12.60 12.80 13.00 13.20
143173 : . . . .
el .l“,.n...t,..'..,.2.2.2.,.??‘?,....,....,....,....,.“?219. m/z 71.00 98.75%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000 LRI RS BAULN SUNIL I
12.40 12.60 12.80 13.00 13.20
m/z 56.10 43.73%
3
B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 71
12.40 12.60 12.80 13.00 13.20
5000 m/z 83.10 34.13%
15 10149
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20096: Butanoic acid, 2-methylpropy! ester R AR R
7 12.40 12.60 12.80 13.00 13.20
m/z 41.00 29.79%
5000{ 43
"LL' “?%“'|“"w"w"“|'“'|“"w"w"“|'”'
miz--> 0 50 100 150 200 250 300 350 400 450 500 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 8 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.80 4.72 ng 245272 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 Benzeneacetic acid. .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 Benzovlformic acid 150 C8H603 000611-73-4 49
5 Glyoxylohydroximoyl chloride, 2-... 183 C8H6CINO2 004937-87-5 47
Abundance Scan 2231 (15.797 min): BG016880.D (-2225) (-) m/z 104.95 100.00%
105
77
5000 182
5 15.40 15.60 15.80 16.00 16.20
152 550
ettt m/z 77.00 76 .45%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44105: Benzophenone
105
77
5000 AR BB BN SR
182 15.40 15.60 15.80 16.00 16.20
m/z 182.00 50.46%
18 5‘ I 152 |
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550
Abundance
105
- 15.40 15.60 15.80 16.00 16.20
5000 m/z 51.00 36.04%
50
154
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32462: Benzeneacetic acid, .alpha.-oxo-, methy! ester A B s o s e B
105 15.40 15.60 15.80 16.00 16.20
m/z 49.95 12.23%
77
5000
5
136164 R
m'z--> 0 55 100 150 200 250 300 350 400 450 500 550 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 9 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.09 9.52 ng 607212 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 2621 (18.089 min): BG016880.D (-2613) (-) m/z 72.95 100.00%

43 73
5000
213

157 185 17. 80 18. 00 18. 20 18 40

281 316 m/z 43.05 94.65%

m/z--> 50 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid
43 73

5000 256 L B S A e e
129 17. 80 18. 00 18. 20 18 40

m/z 60.00 82.09%

213
L 5
Aoy U L 2s

m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43 T T T T R TR T T
17.80 18.00 18.20 18.40
5000 m/z 41.05 77.10%
129
185 228
97
157
m/z--> 50 100 150 200 250 300 350 400
Abundance #65565: Tridecanoic acid
3 17.80 18.00 18.20 18.40
23 m/z 57.05 72.52%
5000 129
171
w ‘ 214
Hu. S Y —
m/z--> 50 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 10 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.37 4_.11 ng 295957 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Undecanoic acid 186 C11H2202 000112-37-8 45
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 2839 (19.370 min): BG016880.D (-2834) (-) m/z 43.00 100.00%

5000

:

19.00 19.20 19.40 19.60
m/z 60.00  75.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108843: Octadecanoic acid

N
w
~
w

5000 129
19.00 19.20 19.40 19.60
185 54y 284 m/z 73.00 72.46%
; |
15, \\“157\\213
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
s e
19.00 19.20 19.40 19.60
5000 m/z 55.05 66.19%
29 129

87 172

m/z--> 0 50 100 150 200 250 300 350 400 450 500

:

Abundance #75071: Tetradecanoic acid i e R P A
73 19.00 19.20 19.40 19.60
43 m/z 57.10 64 .48%
5000 129
w 185 228
0 ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 11 Benzeneethanamine, 2-fluoro... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.50 2.51 ng 181000 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 72
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 68
3 7-Nonenamide 155 C9H17NO 090949-53-4 53
4 Hexadecanamide 255 C16H33NO 000629-54-9 50
5 2,2-Dimethyl-4-hydroxymethyl-5-(... 198 C11H1803 1000284-41-5 38
Abundance Scan 3031 (20.498 min): BG016880.D (-3027) (-) m/z 59.00 100.00%

5000

\

149 184 213238 65 341 375 20.20 20.40 20.60 20.80
m/z 72.00 65.75%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59
5000

20.20 20.40 20.60 20.80
m/z 43.00 42 _.09%

, 183 111 141 170196 229

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
s B
20.20 20.40 20.60 20.80
5000 m/z 55.00 39.34%
29 | 83 114949 184 220 253 2!
B B e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #26840: 7-Nonenamide R R aE
59 20.20 20.40 20.60 20.80
m/z 41.10 35.67%
5000

29 L 98 126 155

”{ umUL\“
LI L B L B L B LI L B L

m/z--> 50 100 150 200 250 300 350 400 450 20 20 20. 40 20 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 12 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.08 19.39 ng 1397140 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
3 1-Eicosanol 298 C20H420 000629-96-9 94
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 1-Docosanol 326 C22H460 000661-19-8 91
Abundance Scan 3130 (21.079 min): BG016880.D (-3126) (-) m/z 43.10 100.00%
ile]
83
5000
111
139 20.80 21.00 21.20 21.40
— J'.JL. | 708 196 224 252 280 308 355 394 | nsu 55.05  94.22%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55
97
5000 R R SR A DR
29 mmmmmmmm
L e m/z 57.05  90.20%
AL -“-“‘. J‘ Lo Mssam s
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 AU SRR IR I
20.80 21.00 21.20 21.40
5000 m/z 83.05 77.06%
29 111
139 167 196 224 252 280
m/z--> §o 160 1%0 260 250 360 3%0 '
Abundance #116747: 1-Eicosanol T T
43 20.80 21.00 21.20 21.40
m/z 69.10 71.47%
5000
111
18“ L ‘ | J 1139 167 19 252
m/z--> 200 2&'30 3(')0 350 ' 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 13 2,6,10,14-Hexadecatetraenoi... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.58 3.73 ng 251542 Perylene-di12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
2 .psi...psi.-Carotene., 7.77.8.8".... 547 C40H66 000502-62-5 72
3 Saualene 410 C30H50 007683-64-9 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 59
Abundance Scan 3385 (22.578 min): BG016880.D (-3382) (-) m/z 69.05 100.00%
6o
5000
41 J
09136 207 22.20 22.40 22.60 22.80
b M 175207 sizeianizsat so GO0 45 44
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69
5000
41 22.20 22.40 22.60 22.80
136 m/z 41.10 32.85%
Ly HM\ \‘m 189219250 287 332
m/z--> 6 55 100 150 200 250 300 3%0 460 4éo 560 séo
Abundance
69
22120 22.40 22.60 22.80
5000 m/z 95.00 15.68%
M 109137

191 245273301 341368 409436 477504 546

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene

69 22.20 22.40 22.60 22.80
m/z 68.00 12.81%

5000
41

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.20 22.40 22.60 22.80

09137
199 | 191 231 273301 341368 410
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016880.D

Aca On : 6 May 2015 1:29

Operator : TP/1Z

Sample : 62114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 14 9-Hexacosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24 .35 4.68 ng 315664 Perylene-di12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexacosene 364 C26H52 071502-22-2 89
2 1-Pentadecene 210 C15H30 013360-61-7 81
3 1-Triacontanol 438 C30H620 000593-50-0 64
4 1-Tetracosanol 354 C24H500 000506-51-4 64
5 1-Docosene 308 C22H44 001599-67-3 64
Abundance Scan 3687 (24.352 min): BG016880.D (-3681) (-) m/z 83.00 100.00%
43| 88
5000 111 g?
139 167 207 o5 og1 355 401 24.00 24.20 24.40 24.60
e L Ry 0 3 S | m/z 43.05 97.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #146451: 9-Hexacosene
43 97
69
5000 125 24.00 24.20 24.40 24.60
o m/z 57.10 97.02%
153
O
m/z--> 50 100 150 200 250 300 350 400
Abundance
43, g3
24.'00 24.'20 24.'40 24.I60 '
5000 m/z 55.10 83.48%
111
15 140 182 210
m/z--> 55 160 1éo 260 2éo 360 3%0 460 '
Abundance #163013: 1-Triacontanol R S T S e
57 24.00 24.20 24.40 24.60
97 m/z 97.10 80.97%
5000
125
29 153 189 420
1 I | Ll L L bod ‘299 ;237 265 308 336 364 39\2 |
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 300 3%0 4(')0 ' 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050515\
Data File : BG016880.D

Acq On : 6 May 2015 1:29

Operator : TP/1Z

Sample : G2114-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
1,3-Diaminoguanidine 2.79 327.4 ng 8328180 1 7.80 508765 20.0
Butane, 2-methoxy... 3.01 11.1 ng 281474 1 7.80 508765 20.0
2-Pentanone, 4-hy... 4.92 10.4 ng 265665 1 7.80 508765 20.0
unknown7 .34 7.34 102.5 ng 2606470 1 7.80 508765 20.0
Propanoic acid, 2... 12.80 2.6 ng 136318 3 14.44 1039080 20.0
Benzophenone 15.80 4.7 ng 245272 3 14.44 1039080 20.0
n-Hexadecanoic acid 18.09 9.5 ng 607212 4 17.18 1275190 20.0
Octadecanoic acid 19.37 4.1 ng 295957 5 21.36 1441310 20.0
Benzeneethanamine... 20.50 2.5 ng 181000 5 21.36 1441310 20.0
1-Docosene 21.08 19.4 ng 1397140 5 21.36 1441310 20.0
2,6,10,14-Hexadec... 22.58 3.7 ng 251542 6 23.66 1348970 20.0
9-Hexacosene 24 .35 4.7 ng 315664 6 23.66 1348970 20.0
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