LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 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 F\METHODS\8270-BF041717 .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 1.990 6 9 14 rVB4 23748 37655 1.10% 0.152%
2 3.413 244 251 260 rBV 208369 240621 7.01% 0.974%
3 3.913 333 336 342 rBV 100677 102593 2.99% 0.415%
4 4.266 392 396 402 rBV 31547 41748 1.22% 0.169%
5 4.325 402 406 419 rvv 1127379 1218543 35.50% 4.934%
6 4.637 457 459 467 rVB 129551 120911 3.52% 0.490%
7 5.395 584 588 593 rBV 702747 810862 23.63% 3.283%
8 5.519 605 609 616 rBY 2427745 2285071 66.58% 9.252%
9 5.760 647 650 654 rVB 676271 611035 17.80% 2.474%
10 5.942 676 681 684 rBY 2388966 2171152 63.26% 8.791%
11 6.413 757 761 764 rBVY 1595726 1734739 50.55% 7.024%
12 6.437 764 765 777 rVB2 40082 54305 1.58% 0.220%
13 7.148 883 886 895 rBV3 27585 46255 1.35% 0.187%
14 7.254 900 904 913 rVB 926872 858438 25.01% 3.476%
15 7.448 933 937 943 rBV3 30204 51265 1.49% 0.208%
16 7.636 966 969 976 rBV 82275 81950 2.39% 0.332%
17 7.813 987 999 1002 rBV 681960 1770004 51.57% 7.167%
18 8.013 1029 1033 1038 rBV 91416 92845 2.71% 0.376%
19 8.189 1060 1063 1073 rBv2 251845 283964 8.27% 1.150%
20 8.354 1088 1091 1094 rBV 42913 42024 1.22% 0.170%
21 8.413 1098 1101 1112 rVB 66687 92128 2.68% 0.373%
22 8.501 1112 1116 1118 rBV 41372 40037 1.17% 0.162%
23 8.578 1124 1129 1133 rBvV 3207593 3432059 100.00% 13.897%
24 8.607 1133 1134 1141 rVB 69336 61702 1.80% 0.250%
25 8.866 1175 1178 1190 rBV3 34733 55890 1.63% 0.226%
26 9.083 1212 1215 1222 rVB 87027 88151 2.57% 0.357%
27 9.389 1263 1267 1277 rVB2 982273 948973 27 .65% 3.842%
28 9.730 1321 1325 1332 rBV3 27160 35452 1.03% 0.144%
29 10.372 1429 1434 1446 rBV 1626049 1679445 48.93% 6.800%
30 10.566 1464 1467 1473 rBV 28853 39074 1.14% 0.158%

31 11.213 1573 1577 1581 rBV 905395 882149 25.70% 3.572%
32 11.948 1698 1702 1712 rBV3 105457 139774 4_.07% 0.566%
33 12.583 1806 1810 1816 rVB5 25471 42028 1.22% 0.170%
34 12.818 1847 1850 1861 rVB 92089 128568 3.75% 0.521%

8270-BF041717.M Mon May 01 18:09:41 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 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 F\METHODS\8270-BF041717_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.918 1863 1867 1873 rBV2 51188 62135 1.81% 0.252%
36 13.189 1908 1913 1917 rBV 2153127 2498128 72.79% 10.115%
37 13.530 1967 1971 1975 rVB3 29047 39248 1.14% 0.159%
38 14.283 2092 2099 2103 rBV6 27575 52127 1.52% 0.211%
39 14.360 2107 2112 2118 rVV3 47746 82884 2.41% 0.336%
40 14.465 2126 2130 2135 rBVY 580989 626912 18.27% 2.538%
41 14.512 2135 2138 2141 rVB2 36103 35391 1.03% 0.143%
42 14.842 2192 2194 2206 rVB6 34966 77599 2.26% 0.314%
43 15.571 2314 2318 2322 rBV2 26717 35234 1.03% 0.143%
44 16.095 2402 2407 2421 rVB 485981 622994 18.15% 2.523%
45 17.012 2560 2563 2568 rVB7 21956 35305 1.03% 0.143%

46 18.083 2739 2745 2755 rBV5 68295 207876 6.06% 0.842%

Sum of corrected areas: 24697243
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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:\HPCHEMI\BNA F\DATA\BF043017\

BF094736.D
1 May 2017 2:25
SJ/MA
12902-01
29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Hexanal Concentration Rank 3

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

3.41 7.88 ng 240621 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 1.5-Pentanediol 104 C5H1202 000111-29-5 33
3 Butanal 72 C4H80 000123-72-8 27
4 Glutaraldehvde 100 C5H802 000111-30-8 25
5 O-Methylisourea 74 C2H6N20 002440-60-0 12

Abundance Scan 250 (3.407 min): BF094736.D (-244) (-) m/z 41.10 100.00%
a4 56
5000 ,AKM_
82 Prer e
‘||m| ” | 3m no3m:m03m
o) M| .4nu.h...,...W.J.w...w...w m/z 44.00 93.52%
m/z--> 10 20 30 40 50 60 80 90 100
Abundance #3772: Hexanal
44
56
27
5000 IRESE N AR N N
3m no3m:mo3m
72 m/z 43.05 92.23%

82
37‘ ‘50”\ | 1
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
31 56

41 S BN B e S B
3.00 3.20 3.40 3.60 3.80
5000 m/z 56.10 89.14%
68
74
18 25 49 62 85 101
Ot T e T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #647: Butanal
4 3.00 3.20 3.40 3.60 3.80

m/z 57.00 66.73%

72
5000 29
57
3%
0 15 \‘ \\\‘ 50\\ 66\\

m/z--> 10 20 40 50 60 70 80 90 100 3. 00 3. 20 3. 40 3. 60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

3.91 3.36 ng 102593 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 335 (3.907 min): BF094736.D (-333) (-) m/z 43.00 100.00%
43
59
5000
101
51 83 3.60 3.80 4.00 4.20
0 m/z 59.00 55.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I SRR L R
3.60 3.80 4.00 4.20
59 m/z 101.00 18.98%
‘ 101
0"w"“|'“ul“'ww'“?}“' “q?v"'E?“?}“‘”“"v"w"“ LA IARAE RARSS SARS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
360 3.80 4.00 420
5000 m/z 58.10 14.73%
101
o 15 31 58 59 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59 3.60 3.80 4.00 4.20
m/z 41.10 10.62%
5000
43
0 L %P 8 o8 123 141 159
m/z--> 10 20 30 40 50 60 7'0 8|0 90 100 110 150 130 140 150 160 3.60 3.80 4.00 420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Ethanol, 2-butoxy- Concentration Rank 6

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

4.64 3.96 ng 120911 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 83
2 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 42
3 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 40
4 Propane. 1l-(chloromethoxv)-2-met... 122 C5H11CIO 034180-11-5 27
5 n-Butyl ether 130 C8H180 000142-96-1 25

Abundance Scan 460 (4.643 min): BF094736.D (-457) (-) m/z 57.10 100.00%
57
5000 45
87
39 75 440 4.60 4.80 5.00
0 ..,....,....,....',.':..??.'!:,‘??..,-..'..,...|.,...??9...,....,... m/z 45.00 37.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8820: Ethanol, 2-butoxy-
57
5000 29 45 U U R L R
440 4.60 4.80 5.00
o 87 m/z 41.05 33.62%
0 15 A “\ ‘ ‘ !l 51 \‘\ 63 69\\7\5 190 118
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
440 4.60 4.80 5.00
5000 m/z 87.10 22 .83%
29 69 87
39
15 51 102
e RS R S R R RS RS AR AR MRS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8872: Ethylene glycol monoisobutyl ether B
57 440 4.60 4.80 5.00
45 m/z 75.10 8.72%
5000
29 75
87
oL 18 I 3‘9“‘ 51 | 63 69 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 74.79 ng 2285070 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 609 (5.519 min): BF094736.D (-605) (-) m/z 132.00 100.00%
5000 68
40 6 520 540 560 580
54 75 104 : : :
Obrrrer e AT 0 SLUL TP a7 | T ms W w/z 68.10  38.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A A S UL
520 5.40 5.60 5.80
78 m/z 134.00 32.80%
31 35 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 67 m/z 66.00 22.98%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B e R
132 520 5.40 5.60 5.80

m/z 69.10 14 .93%

5000
104

51 66 77
14 27 37443558 " 1 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 2,4-Decadienal, (E,E)- Concentration Rank 12

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

8.01 2.16 ng 92845 Naphthalene-d8 7.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Decadienal. (E.E)- 152 C10H160 025152-84-5 90
2 2.4-Nonadienal. (E.E)- 138 C9H140 005910-87-2 78
3 2.4-Nonadienal 138 C9H140 006750-03-4 72
4 2.4-Heptadienal. (E.E)- 110 C7H100 004313-03-5 64
5 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 59

Abundance Scan 1033 (8.013 min): BF094736.D (-1029) (-) m/z 81.00 100.00%
g1
5000
71 67 o
108 123 7.60 7.80 8.00 820 8.40
o..,....,....,....|,!-...,.|!|.'.,..'!|!l.."!|...,..|.'.,....,....,.-...,....,....1,?.2..,. m/z 41.10 28.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25129: 2,4-Decadienal, (E,E)-
81
5000 41
7.60 7.80 8.00 8.20 8.40
29 67 m/z 67.00 21.09%
95
0"I'“'I"Lt"'wl“"“lk'l“whi“'huﬂ“'l'ﬂhl"}ﬂg"'%%?'I'“'I"“fé?'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
81
7.60 7.80 8.00 8.20 8.40
5000 m/z 39.05 18.63%
41 67
53
o 15 27 95 109 193 138
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17515: 2,4-Nonadienal
g1 7.60 7.80 8.00 8.20 8.40
m/z 83.00 15.86%
5000 41
27
95 138
0"P%?W'"W"”I"”I'”'I'”'I”"I”"P"'P'}ﬂg"ﬁ"”l'”'l'”'l”"l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.95 3.17 ng 139774 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Heptanoic acid 130 C7H1402 000111-14-8 25
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 14
Abundance Scan 1702 (11.948 min): BF094736.D (-1698) (-) m/z 73.00 100.00%
a3 60 P
5000
P 129
115 171 213
8 143157717185 100 | 557 256 11.60 11.80 12.00 12.20
o} m/z 60.00 82.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L SO B BN U
nmnmnmnm
m/z 43.05 79.70%
O
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12,00 12.20
5000 29 129 m/z 57.05 72.91%
87 15 oh 214
101 143 157 185
O Rt S s T B B N .
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo fbwvvJ\WANMNHJ
Abundance #95855: Pentadecanoic acid R
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 68.86%
- i L\/\w
0 I R EEmEL T W. R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 cis-Vaccenic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.82 2.91 ng 128568 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 90
2 Oleic Acid 282 C18H3402 000112-80-1 83
3 Chloroacetic acid. dodecvl ester 262 C14H27Cl102 006316-04-7 68
4 1-Dodecanol 186 C12H260 000112-53-8 64
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 64
Abundance Scan 1850 (12.818 min): BF094736.D (-1847) (-) m/z 55.05 100.00%
55
41 69 83
5000

12.60 12.80 13.00 13.20
m/z 69.00 64.71%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid
55

s 8

83 T

5000 97
12160 1280 13.00 13 20
111 m/z 83.05 64 .06%
ol 2 125 151165180  207222236250°0" 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 69 a3
o7 e ot A
12.60 12.80 13.00 13.20
5000 m/z 41.00 63.59%
111
125 264
151165180 207222934 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #112263: Chloroacetic acid, dodecy! ester R B A R e
12.60 12.80 13.00 13.20

m/z 43.00 47.14%

5000

140

125 168

182196 213
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12160 12.80 13.00 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 10 1-Docosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.36 2.64 ng 82884 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 87
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 70
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 62
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 58
5 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 58

Abundance Scan 2112 (14.360 min): BF094736.D (-2107) (-) m/z 57.00 100.00%

57

5000 4
14.00 14.20 14.40 14.60
/S m/z 55.00 77.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151537: 1-Docosene
57 97
41
5000 14.00 14.20 14.40 1460
308
125 - m/z 43.05 59.84%
NELE N ] 181 209 238 264280
e A Lar
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
a3 e
14.00 14.20 14.40 14.60
5000 m/z 69.10 56.78%
41
111
238
25 139 169,45 210 265283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164026: 1-Hexadecanesulfonyl chloride R BE T
7 14.00 14.20 14.40 14.60

83 m/z 97.10 54.88%

5000

139

167 196 224 253271 589 307323
R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14100 14,20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 11 unknownl4.84 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.84 2.48 ng 77599 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 CH3SiH2S1IH(CH3)2 104 C3H12Si2 000814-74-4 27
2 2-Naphthalenemethanol. decahvdro... 222 C15H260 000473-15-4 17
3 3-Decanol 158 C10H220 001565-81-7 12
4 tert-Butvl-T2-I2-12-12-1r2-12-12-... 542 C25H54010Si 1000352-09-9 12
5 Octane, 1-(1-methoxyethoxy)- 188 C11H2402 054789-26-3 10
Abundance Scan 2194 (14.842 min): BF094736.D (-2192) (-) m/z 59.05 100.00%
59
5000
4l 103 161
3 147 208
87| | 113t 175 193 - 14.60 14.80 15.00 15.20
o} m/z 41.00 32.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4637: CH3SiH2SiH(CH3)2
59
43
5000 R A SR SO R
103 14.60 14.80 15.00 15.20
73 gy m/z 71.10 32.43%
0 "'I""'I‘l""‘l""”"'l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
"' 14.60 14.80 15.00 15.20
5000 149 m/z 103.00 24 .32%
43 79 93 108,,, 164
o 15 29 189204 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29604: 3-Decanol

14.60 14.80 15.00 15.20
m/z 40.00 23.18%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094736.D

Aca On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 12 unknownl18.08 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.08 6.67 ng 207876 Perylene-di12 16.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2.5-dichlorophenvl... 344 C16H18C1204 1000345-32-0 43
2 Fumaric acid. hexvl 4-octvl ester 312 C18H3204 1000339-21-7 43
3 4-Nitrophenvl laurate 321 C18H27N0O4 001956-11-2 43
4 Lauric acid. 3.4-dichlorophenvl ... 344 C18H26CI1202 1000357-92-7 43
5 Fumaric acid, 4-heptyl hexyl ester 298 C17H3004 1000348-51-5 42
Abundance Scan 2745 (18.083 min): BF094736.D (-2739) (-) m/z 183.15 100.00%
143
57
5000
201 209
3 117 141159 295 268 17.80 18.00 18.20 18.40
0 m/z 57.00 69.32%
m/z--> 50 100 150 200 250 300
Abundance #179512: Fumaric acid, 2,5-dichlorophenyl hexyl ester
183
5000 UL SRR BN SUNURN B
99 17.80 18.00 18.20 18.40
m/z 43.00 37.43%
% 82 162
ol 27| | 133 6 215 243260 344
m/z--> 55 160 150 260 250 360 '
Abundance
183
| 17.80 18.00 18.20 18140
5000 m/z 71.10 31.92%
117
57 99
o2 82 138157 211559
m/z--> 55 160 1éo 260 250 360 '
Abundance #161968: 4-Nitropheny! laurate L  RRRR Bam L
183 17.80 18.00 18.20 18.40
m/z 99.00 27.97%
5000 57
29 & 109
0::“: wl‘ltlﬂl |“J|“”|‘||‘|14|.O ]:6?|| ——r— ||||||3|21|||
m/z--> 50 100 150 200 250 300 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043017\
Data File : BF094736.D

Acq On : 1 May 2017 2:25

Operator : SJ/MA

Sample : 12902-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexanal 3.41 7.9 ng 240621 1 5.76 611035 20.0
2-Pentanone, 4-hy... 3.91 3.4 ng 102593 1 5.76 611035 20.0
Ethanol, 2-butoxy- 4.64 4.0 ng 120911 1 5.76 611035 20.0
unknown5 .52 5.52 74.8 ng 2285070 1 5.76 611035 20.0
2 ,4-Decadienal, (... 8.01 2.2 ng 92845 2 7.25 858438 20.0
n-Hexadecanoic acid 11.95 3.2 ng 139774 4 11.21 882149 20.0
cis-Vaccenic acid 12.82 2.9 ng 128568 4 11.21 882149 20.0
1-Docosene 14.36 2.6 ng 82884 5 14.47 626912 20.0
unknownl14 .84 14.84 2.5 ng 77599 5 14.47 626912 20.0
unknown18.08 18.08 6.7 ng 207876 6 16.09 622994 20.0

8270-BF041717.M Mon May 01 18:09:51 2017 Page: 14



