LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

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 G\METHODS\8270-BG041316.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

3.091 38 43 68 rvB 2245390 3819252 100.00% 21.306%
3.361 85 89 99 rvB 24900 39172 1.03% 0.219%
rvB2 46914 77675 2.03% 0.433%
5.765 491 498 511 rVB 665740 1083610 28.37% 6.045%
7.369 761 771 784 rBV 700989 1223121 32.03% 6.823%
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7.745 827 835 844 rBV 673067 1173930 30.74% 6.549%
8.209 905 914 921 rBV 137436 238079 6.23% 1.328%
rvB 487102 858569 22.48% 4_790%
9.378 1105 1113 1121 rBV 407379 755905 19.79% 4.217%
11.029 1386 1394 1404 rBV 196805 357587 9.36% 1.995%
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11 13.450 1798 1806 1813 rBV 1110568 1689092 44.23% 9.423%
12 14.260 1938 1944 1950 rBV 95697 139954 3.66% 0.781%
13 14.819 2033 2039 2049 rVvB2 278398 462128 12.10% 2.578%
14 15.635 2173 2178 2183 rVB 47704 60358 1.58% 0.337%
15 16.299 2285 2291 2299 rVB 674548 1059898 27.75% 5.913%

16 16.493 2319 2324 2334 rBV 52225 88947 2.33% 0.496%
17 17.557 2497 2505 2511 rBV 338248 508450 13.31% 2.836%
18 19.819 2885 2890 2897 rBV 125511 146138 3.83% 0.815%
19 19.930 2906 2909 2916 rVB2 33582 45174 1.18% 0.252%
20 20.142 2939 2945 2951 rBV 1613578 2150675 56.31% 11.998%

21 20.424 2989 2993 2998 rVB2 37663 43072 1.13% 0.240%
22 20.853 3062 3066 3072 rVvVv 101515 122089 3.20% 0.681%
23 20.923 3073 3078 3081 rvVv 70674 86263 2.26% 0.481%

24 21.440 3161 3166 3171 rBV 84104 115011 3.01% 0.642%
25 21.828 3225 3232 3238 rVB 358530 633152 16.58% 3.532%

26 21.998 3257 3261 3265 rVB 63813 89188 2.34% 0.498%
27 22.621 3363 3367 3375 rVB 40307 65614 1.72% 0.366%
28 23.332 3483 3488 3495 rVB5 33778 76502 2.00% 0.427%
29 23.544 3519 3524 3529 rVB3 31676 57423 1.50% 0.320%

30 25.159 3789 3799 3814 rVB2 218319 659618 17.27% 3.680%

Sum of corrected areas: 17925646
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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: BG021749.D
3|09

2000000

1500000

1000000
5.76 7.37 7.74

500000 ; 0.38

8.21 11.03

3.36 5.29

Time--> 3.00 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 8.50 900 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG021749.D

2000000

20.14
1500000

13.45
1000000

16.30

500000
21.83
14.82 17.56

19.82
14.26 1564 [16.49 m Sog 2042 902 2L44 200 26

O T e A i el B T e e T e e B B e

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: BG021749.D

2000000

1500000

1000000

500000
25.16
23,L3§L 54

O T o o T e T o o T e e T T e T e T T 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\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.09 320-84 ng 3819250 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 17
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 43 (3.091 min): BG021749.D (-38) (-) m/z 73.00 100.00%
73.0
43.0 /\¥
5000
89.0
55.0 300 320 340
Ob e et e Tm/z 43.00  59.26%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0 LA LA LA
300 320 340
2.0 89.0 m/z 89.00 33.01%
. o se |
“'|“"w"w"“l'“'|“"w"w"”|'“'|“"w"w
m/z--> 10 20 60 70 80 90 100
Abundance
43.0
710 300 320 340
5000 89.0 m/z 40.95 12.40%
27.0
18.0 59.0 101.0
mz-> 10 20 30 40 50 60 70 80 90 100 /\
Abundance #719: N-Ethylformamide T
30.0 73.0 3.00 320 340
m/z 45.00 9.77%
5000
58.0
44.0
150 \ | f\\
O e e S L
m/z--> 10 20 30 40 50 60 70 8 90 100 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Propane, 1,1-dimethoxy- Concentration Rank 9

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

3.36 3.29 ng 39172 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 3-Methvl-I-valine 131 C6H13NO2 020859-02-3 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9

Abundance Scan 89 (3.361 min): BG021749.D (-85) (-) m/z 75.00 100.00%
79.0
5000 45.0
| s7o o5 o 300 320 340 360
Ol el e e e PR e e m/z 73.00 72.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 290 450 LS AR AR
300 320 340 3.60
m/z 45.00 46.62%
0 M st s70 1m0
LRI NI I I IR UM LI IR IR SRS BRRES SRS BRARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
75.0
300 320 340 360
5000 570 m/z 41.00 35.70%
41.0 86.0
29.0
oL 15.0 98.0  116.0 131.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4342: Pentane, 3-methoxy- S B e e o
73.0 3.00 320 340 3.60

m/z 46.95 24 .38%

5000
45.0
29.0
N ‘\ 55.0 101.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 300 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 4

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

5.29 6.53 ng 77675 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 417 (5.289 min): BG021749.D (-408) (-) m/z 42.95 100.00%
43.0
59.0
5000
| o 500 520 540 560
Obrrrprrrrprrer el e e m/z 59.00 52.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN UL L UL I
59.0 500 5.20 540 5.60
0
150 4, 1010 m/z 101.00 15.71%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 560
5000 m/z 58.00 15.29%
410 101.0
ol 15.0 270 7 71.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.11%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknown7.74 Concentration Rank 2

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

7.74 98.62 ng 1173930 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 834 (7.739 min): BG021749.D (-827) (-) m/z 132.00 100.00%
132.0
5000 68.0
200 540 0 o | 7o 7 7 50
01 e e m/z 68.00 46.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SRS AR AR
7.40 7.60 7.80 8.00
310 5L0 m/z 134.00 31.64%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T 7k 70 8k
5000 98.0 116.0 m/z 66.00 29.53%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e R e e
132.0 7.40 7.60 7.80 8.00
m/z 69.00 19.08%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0|'“"M'“M'NH'”M"”'lw"hl'“‘w""l""l"" AR I LS L IR
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.61 ng 60358 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Nonadecane 268 C19H40 000629-92-5 78
Abundance Scan 2179 (15.641 min): BG021749.D (-2173) (-) m/z 57.00 100.00%
57.0
o 820 W\b
131 s 540 15,60 1580 1600
0 : m/z 43.00 64 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 L B UL BN SULR.
85.0 mmmmmmmm
29.0 m/z 71.00 48 .87%
0 ‘ |y o 180 141 0 1690 282.0
m/z--> ﬁo 46 eb ab 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.00 36.39%
29.0

113.0 141.0 169.0 197.0 226.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27141: Octane, 2,4,6-trimethyl-
57.0 15.40 15.60 15.80 16.00

m/z 41.00 31.89%

5000
85.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15. 60 15. 80 16. OO

N
= O
o

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.49 3.50 ng 88947 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Hexadecane 226 Cl16H34 000544-76-3 90
Abundance Scan 2323 (16.487 min): BG021749.D (-2319) (-) m/z 57.00 100.00%
57.0
99.0 16:20 16,40 16.60 16.80
ol L T m/z 43.00 71.72%
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane
57.0
5000 LI B IR B SO
16.20 16,40 16.60 16.80
99.0 m/z 70.95 54 _67%
e 1410 182021102400
m/z--> 50 100 1%0 200 2éo 300 350
Abundance
57.0
16,20 16.40 16.60 16.80
5000 m/z 85.00 33.96%
o 210 9.0 4410 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane R R R S e
57.0 16.20 16.40 16.60 16.80
m/z 41.00 27.12%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 16.20 16,40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.82 4.62 ng 146138 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 87
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 60
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 32
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 30

Abundance Scan 2890 (19.819 min): BG021749.D (-2885) (-) m/z 56.00 100.00%
56.0
5000
‘ 129.0 2512
33.0 :
1571 185.1 213.1 19.60 19.80 20.00 20.20
Obrrerrrreghs I Mol bt STLIE0L 20| L2832 3123 e 00 54, 78
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 RN BN SUGILN UL B
19 60 19. 80 20. 00 20 20
29.0 m/z 43.00 39.54%
83 0 129.0 257.0
0 [l h H \M Wl ‘ 157. O 1850 2130 ‘ \‘ 2830 312 0
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
" 10.60 19.80 20.00 20.20
5000 m/z 41.00 34.67%
239.0
29.0
0 850 129.0 157.0 185.0 213.0 282.0 312.0
R R R R R L L A LA LA LA LR AN LR LR CARRS AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester T T
56.0 19.60 19.80 20.00 20.20
m/z 55.00 31.96%
5000
29.0
129
0 “ [l . i “81\0\\\ i 157.0 1850 2130 ] 25702810 312.0
m/z--> 2'0 4'0 60 80 100 150 140 160 180 200 220 240 260 25';0 3(')0 ' 19 60 19. 80 20. 00 20 20

8270-BG041316.M Tue Apr 19 15:43:32 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.85 3.86 ng 122089 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 87
2 n-Butvl mvristate 284 C18H3602 000110-36-1 74
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 49
4 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 35
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 35

Abundance Scan 3066 (20.853 min): BG021749.D (-3062) (-) m/z 56.00 100.00%
56.0
5000
128.9 285.2
97.0 15701851 2411 I 340.2 20.60 20.80 21.00 21.20
o A 2570 4 S L 3402 0 Thy7 57,00 59.14%
m/z--> 50 100 150 200 250 300 350
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 N AR A U B
20.60 20.80 21.00 21.20
29.0 o 120 m/z 43.00  43.34%
ol h” by 1570185021392410|\||J| — |?49?
m/z--> 50 100 150 200 250 300 350
Abundance
56.0
20,60 20.80 21.00 21.20
0
5000 2260 m/z 41.00 33.56%
129.0
185.0 284.0
0 p2.0 157.0
m/z--> 50 100 150 200 250 300 350
Abundance #137350: Octadecanoic acid, 2-methylpropyl ester T
57.0 20.60 20.80 21.00 21.20
m/z 55.00 32.15%
5000
29.0 285.0
85.0 129
LS gm0 | | 00 e Hi
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Heptadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.92 2.72 ng 86263 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 86
Abundance Scan 3077 (20.917 min): BG021749.D (-3073) (-) m/z 57.00 100.00%
571.0
5000
| \99[1 155.1 211.0 245.0 283.0 324.0 20.60 20,60 21,00 21.20 _
ol b =27 21102450 2830 3240 0 sz 43,00 64.78%
m/z--> 50 100 150 200 250 300 350
Abundance #91043: Heptadecane, 2-methyl-
43.0
5000 UMV BARRE
85.0 20,60 20.80 21.00 21.20
m/z 71.00 61.69%
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
20.60 20.80 21.00 21.20
5000 m/z 85.00 41 _.34%
99.0
27.0 141. 0 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane T T T
57.0 20.60 20.80 21.00 21.20
m/z 41.00 23.11%
5000
99.0
ﬁWH|idimm1%02M2N0%%m0
m/z--> 50 100 150 200 250 300 350 ' 20.60 20.80 21.00 2120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.44 3.63 ng 115011 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 3166 (21.440 min): BG021749.D (-3161) (-) m/z 57.00 100.00%
57.0
5000 “
R BRI IR DM SR
13.0 207.0 21.20 21.40 21.60 21.80
ol A L e 2B e M7z 43.00  68.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane
57.0
5000 LR BRI LR BRI U
mmmmmmmm
m/z 71.05 51.33%
o L ‘\ | ﬁl 169.0 225.0 281.0 337.0 394.0
mz—-> 0 55 100 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance
57.0
" 2120 21140 21.60 21.80
5000 m/z 85.05 39.06%
o 113.0 1690 225, 02810 337.0 3930 4630 56106150
IR R R R B B B B BN BN LN LR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #169089: Hexatriacontane e R AR
57.0 21.20 21.40 21.60 21.80
m/z 55.00 28.69%
5000

%

] 1130 160.0 225, 0 281.0 337.0 393.0 49,0 506.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21 20 21. 40 21 60 21. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041916\
Data File : BG021749.D

Aca On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknown23.33 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.33 2.42 ng 76502 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 46
2 Tetratetracontane 619 C44H90 007098-22-8 46
3 Tritetracontane 605 C43H88 007098-21-7 46
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 46
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 46
Abundance Scan 3488 (23.332 min): BG021749.D (-3483) (-) m/z 57.00 100.00%
57.0
5000
1270 2070  283.0 3410 23.00 23.20 23.40 23.60
Oy m/z 43.00 79.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151357: Octadecane, 1-iodo-
57.0
5000 NUARUARSUARUERE!
23. oo 23 20 23. 40 23.60
m/z 71.00 72.36%
. \‘ 1?‘0‘1690 253.0
m/z--> 6 55 100 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance
57.0
23.00 23.20 23.40 23.60
5000 m/z 55.00 41 .96%
o 113.0 1690 225, 02810 337.0 3930 4630 56106150
IR R R R B B B B BN BN LN LR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane A E R
57.0 23.00 23.20 23.40 23.60
m/z 85.00 40.31%
5000
o 1?16902250281033703930 463.0 519.0 575.0
m/z--> c') 5'0 100 150 200 250 300 350 400 450 5(')0 5&'30 6(I)O 23. 00 23 20 23. 40 23. 60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041916\
Data File : BG021749.D

Acq On : 19 Apr 2016 00:57

Operator : UM/SJ

Sample : H2537-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316_.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]
Propane, 2,2-dime... 3.09 320.8 ng 3819250 1 8.21 238079 20.0
Propane, 1,1-dime... 3.36 3.3 ng 39172 1 8.21 238079 20.0
2-Pentanone, 4-hy... 5.29 6.5 ng 77675 1 8.21 238079 20.0
unknown7 .74 7.74 98.6 ng 1173930 1 8.21 238079 20.0
Eicosane 15.64 2.6 ng 60358 3 14.82 462128 20.0
Heptadecane 16.49 3.5 ng 88947 4 17.56 508450 20.0
Hexadecanoic acid... 19.82 4.6 ng 146138 5 21.83 633152 20.0
Octadecanoic acid... 20.85 3.9 ng 122089 5 21.83 633152 20.0
Heptadecane, 2-me... 20.92 2.7 ng 86263 5 21.83 633152 20.0
Octacosane 21.44 3.6 ng 115011 5 21.83 633152 20.0
unknown23.33 23.33 2.4 ng 76502 5 21.83 633152 20.0
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