LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF050217 .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 height area % max. total

5.766 646 651 672 rBY 44810 203173 19.42% 2.327%
7.354 917 921 929 rBV2 49145 144162 13.78% 1.651%
rBv 107947 201609 19.27% 2.309%
7.748 985 988 998 rBV 240445 352967 33.73% 4.043%
7.989 1024 1029 1048 rBvV 170678 272050 26.00% 3.116%
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8.683 1143 1147 1152 rBV2 64487 119589 11.43% 1.370%
8.766 1157 1161 1165 rBV 231771 260142 24 .86% 2.980%
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rBv3 50685 67836 6.48% 0.777%
9.195 1228 1234 1237 rBV2 31306 63155 6.04% 0.723%
1 9.536 1287 1292 1297 rVB5 46414 73420 7.02% 0.841%

11 9.777 1328 1333 1341 rBV 289951 517347 49.45% 5.926%
12 9.848 1341 1345 1357 rVB 283073 402216 38.44% 4.607%
13 10.377 1429 1435 1439 rBV3 52272 88558 8.46% 1.014%
14 10.836 1509 1513 1522 rVB 144581 172181 16.46% 1.972%
15 11.295 1587 1591 1594 rBV 91889 109359 10.45% 1.253%

16 11.371 1600 1604 1608 rVB2 81455 102117 9.76% 1.170%
17 11.430 1610 1614 1618 rVB 83835 89367 8.54% 1.024%
18 11.489 1620 1624 1629 rBV 102426 128858 12.32% 1.476%
19 11.542 1629 1633 1644 rBV 275784 442684 42.31% 5.071%
20 11.760 1665 1670 1678 rVB 380588 478663 45.75% 5.483%

21 11.830 1678 1682 1688 rBv4 58301 148097 14.15% 1.696%
22 12.177 1736 1741 1744 rBV2 154225 270821 25.88% 3.102%
23 12.260 1749 1755 1757 rVvv4 105735 198790 19.00% 2.277%
24 12.313 1761 1764 1769 rVB 88574 101105 9.66% 1.158%
25 12.371 1771 1774 1779 rBV 87008 96086 9.18% 1.101%

26 12.448 1780 1787 1791 rBVS 62564 146378 13.99% 1.677%
27 12.618 1809 1816 1824 rBV3 406469 1046294 100.00% 11.985%
28 13.148 1904 1906 1911 rBV5 50840 74959 7.16% 0.859%
29 13.371 1941 1944 1950 rBV 113918 204214 19.52% 2.339%
30 13.448 1952 1957 1961 rBV4 274142 653217 62.43% 7.483%

31 14.224 2084 2089 2090 rBV 362547 513201 49.05% 5.879%
32 14.965 2209 2215 2216 rBV 575577 987079 94.34% 11.307%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 8729694
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095351.D

6000000
5000000
4000000
3000000
2000000
1000000

7
5.77 734 /07,99 884" 9.00.20

T 1 I | I
7.00 7.50 8.00 8.50 9.00

oYr—r—r——7r—— 7T T T T T T T T T T

T T T T T T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF095351.D

6000000
5000000
4000000
3000000
2000000

1000000
9985 10.84 Mo

oL 954 1) 10.38 1198939 1,83 1

Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095351.D

6000000

5000000

4000000

3000000

2000000

1000000

e

Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 1 unknown7.44 Concentration Rank 5

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

7.44 11.42 ng 201609 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 936 (7.442 min): BF095351.D (-932) (-) m/z 132.00 100.00%
132
5000 f\\“_
68
0 % 720 7.40 7.60 7.80
4 52 75 104 : . . .
....,....:n:...,::..,‘?%l-.',..'..,....,..!.,.-:..,...1.1?....,'...,.. m/z 68.10 33.65%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80
0
31384451 78 m/z 134.00 30.51%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.20 7.40 7.60 7.80
5000 67 m/z 66.05 19.79%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.20 7.40 7.60 7.80
m/z 69.05 14.31%
5000
33 44 o g7 105
78
"”I'L"I""?%'”iq"'l'"ll'ﬁql"'kl'J”' }}ﬁl""l"" T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 3 Undecane Concentration Rank 7

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

8.77 10.06 ng 260142 Naphthalene-d8 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 94
2 Hexadecane 226 C16H34 000544-76-3 86
3 Decane 142 C10H22 000124-18-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 1162 (8.772 min): BF095351.D (-1157) (-) m/z 57.10 100.00%
a3 ¥
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
8.40 8.60 8.80 9.00 9.20
e e m/z 43.10 82.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28422: Undecane
43 57
5000 RS NSEBA NS NN
71 8.40 8.60 8.80 9.00 9.20
29 85 m/z 71.10 43 .50%
“ \‘\ 1] \‘ 99 113 127 156
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 o
8.|40 8.%30 8.|80 9.'00 9.'20
5000 71 m/z 41.05 40.99%
85
29
99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #19158: Decane I
43 57 8.40 8.60 8.80 9.00 9.20
m/z 85.05 24 .69%
5000
71
29 85
15 ‘ \‘ J 99 113 142 -
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 840 8%0 880 900 920
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 4 cis-Decalin, 2-syn-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.01 2.62 ng 67836 Naphthalene-d8 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 93
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 91
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
4 Cyclodecene, 1l-methyl- 152 C11H20 066633-38-3 87
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 68
Abundance Scan 1203 (9.013 min): BF095351.D (-1197) (-) m/z 81.00 100.00%
81 95
152
67
5000 4 55 137
109 e
‘ “‘ | | ‘ ! 11|9|127 8.60 8.80 9.00 9.20 9.40
SRS S 1 1 1 R P S [N m/z 95.05 85.06%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25433: cis-Decalin, 2-syn-methyl-
81 95

67

55 R
152 860 8.80 900 9.20 9.40

29 1o m/z 152.10  79.58%
‘ 137
L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

41

5000

Abundance
81
67 95
4 55 15 8.60 8.80 9.00 9.20 9.40
5000 m/z 67.10 68.52%
137
29 109
123
memmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25446: Naphthalene, decahydro-2-methyl- B o
1 s 8 152 8.60 8.80 9.00 9.20 9.40
95 m/z 82.05 49.09%
55
27
5000 137
109
- | =
”“.h,””l“.ﬁhpw.ﬂqunwkanﬁwﬂlnnl”..M.w.”h.”.“”.“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 5 Cyclohexane, 1,1"-(1,4-buta... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

" 9.20 2.44ng 63155  Naphthalene-d8 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 59
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58

3 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 53
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53
Abundance Scan 1235 (9.201 min): BF095351.D (-1228) (-) m/z 83.05 100.00%
83
55
5000
\ 119 154 8.80 9.00 9.20 9.40 9.60
i a1 | m/z 82.05 63.05%
m/z--> 50 100 150 200 250 300 350
Abundance #79572: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83
55
5000 SRS S RS AR
8.80 9.00 9.20 9.40 9.60
- 139 m/z 55.00 62.03%
A “\ L
m/z--> 50 100 150 200 250 300 350
Abundance
83
55 8.80 9.00 920 9.40 9.60
5000 m/z 41.00 29.90%
29 154
111
m/z--> 50 100 150 200 250 300 350
Abundance #184205: Cyclohexane, nonadecyl- T
83 8.80 9.00 9.20 9.40 9.60
m/z 69.05 19.32%
55
5000
ol e e e e
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 unknown9.54 Concentration Rank 13

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

9.54 2.84 ng 73420 Naphthalene-d8 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 43
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 43
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 43
4 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 38
5 Tritetracontane 605 C43H88 007098-21-7 38

Abundance Scan 1293 (9.542 min): BF095351.D (-1287) (-) m/z 57.05 100.00%
e u\/vv\/L
RS N
9.20 9.40 9.60 9.80
m/z 43.05 66.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #108899: Oxalic acid, 6-ethyloct-3-yl ethyl ester
43 57
71 85
29
5000 RS S AR
9.20 9.40 9.60 9.80
111 m/z 85.10 49 .89%
‘ 99 ‘ 141
‘\ “ \‘J miin || T w I 129 J 157 185
miz--> 20 40 60 8 100 120 140 160 180
Abundance
57
43 920 940 960 9.80
5000 71 a5 m/z 71.05 48 .68%
29
99 141
15 112 126 155 170
miz--> 20 40 60 8 100 120 140 160 180
Abundance #38349:Decane,&8—d”nemyL T[T T [TT T[T rrr[rrrr[1
57 9.20 9.40 9.60 9.80
- m/z 41.00 33.42%
85
5000 43
2 s . Aww/“va\AJLJL-/wf“Jkxvﬂﬂ
LI UL I 'h‘l""'l o "h "h"l T 'J' '%qsl'%7p'| T RS S AR
m/z--> 20 40 60 80 100 120 140 160 180 9.20 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 7 Dodecane Concentration Rank 2

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

9.85 15.55 ng 402216 Naphthalene-d8 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Undecane 156 C11H24 001120-21-4 83
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 83

Abundance Scan 1345 (9.848 min): BF095351.D (-1341) (-) m/z 57.10 100.00%

g7
43
71
5000
85

98 112 197 170 960 950 10,00 10.20
el b P 227 a0 n7z 43.10  78.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38318: Dodecane
57
43
71

5000 T e e
85 9.60 9.80 10.00 10.20

29 ‘ m/z 71.10 53.21%
|

99 113 170
ELI uﬁ...w,..m. B et A S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57

71 9.60 9.80 10.00 10.20
5000 m/z 41.05 38.32%
85
29
99 113 127 141 155 169 183 226
SRRSO it AN . M
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane T o et
57 9.60 9.80 10.00 10.20
43 m/z 85.10 31.24%
71
5000 85
29
‘ 99 113127 141 198
B T Y e - L2 - E S
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 8 unknownl10.38 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.38 3.42 ng 88558 Naphthalene-d8 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, heneicosyl- 364 C26H52 006703-82-8 32
2 1,6:3,4-Dianhydro-2-deoxy-.beta.... 128 C6H303 050767-53-8 22
3 9-Dodecyn-1-ol 182 C12H220 071084-08-7 22
4 9,12-Tetradecadien-1-ol, (Z,E)- 210 C14H260 051937-00-9 18
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 14
Abundance Scan 1435 (10.377 min): BF095351.D (-1429) (-) m/z 68.00 100.00%
43 68
107
5
5000
126 10.00 10.20 10.40 10.60

m/z 43.05 92 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #193376: Cyclopentane, heneicosyl-

43 68

5000 R b e
10. OO 10 20 10 40 10.60

m/z 83.05 85.37%

125 153 182 210 238 266 295 320336
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57 83

10.00 10.20 10.40 10.60
m/z 107.10  77.24%

41
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #47159: 9-Dodecyn-1-ol

10.00 10.20 10.40 10.60
m/z 57.10 66.74%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. OO 10 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.84 6.66 ng 172181 Naphthalene-d8 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1514 (10.842 min): BF095351.D (-1509) (-) m/z 57.05 100.00%

57
43

5000

10.60 10.80 11.00 11.20
m/z 43.05 68.86%

99 112 127 145 160

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 o7
71
5000 LA B L L L L LB
85 10. 60 10 80 11. oo 11. 20
29 m/z 71.10 56.82%
15 N L L %9 113 127 141 155 184
e T e e e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
S S A LI
71 10.60 10.80 11.00 11.20
5000 m/z 85.05 35.09%
85
29
99 113 127 141 155 169 183 226
e I T L e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane I A Bama Ba e
57 10.60 10.80 11.00 11.20
43 m/z 41.05 34.28%
71
5000 85
29 99
HJLHA \mmwmmm 212
i T Rt R T e T e e e R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1060 1080 1100 1120

8270-BF050217.M Wed May 24 16:28:27 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 10 Tridecane, 6-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.30 2.09 ng 109359 Acenaphthene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
2 Tridecane 184 C13H28 000629-50-5 53
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 47
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 47
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 38

Abundance Scan 1592 (11.301 min): BF095351.D (-1587) (-) m/z 57.10 100.00%

g7
5000 43 71

% 112126 165 182 11.00 11.20 11.40 11.60
m/z 43.05  47.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59887: Tridecane, 6-methyl-
57
5000 43 LA L L L L L LB B |
71 11.00 11.20 11.40 11.60

m/z 71.10 47 .05Y%

29 85 98 26 b
| L o 111126140154 169183

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

43 57

11.00 11.20 11.40 11.60
5000 n m/z 41.05 29.52%

29 85

99 113127 141 155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105903: Hexadecane, 7,9-dimethyl- R B B
57 11.00 11.20 11.40 11.60

43 | 7l m/z 83.10 21.42%

5000 85
113126 ., 155169
“ I, g 87 77 140 7T 7T 183 197 211 225 239 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 00 11. 20 11. 40 11.60

8270-BF050217.M Wed May 24 16:28:28 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 11 Tridecane, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.49 2.46 ng 128858 Acenaphthene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 58
Abundance Scan 1624 (11.489 min): BF095351.D (-1620) (-) m/z 57.10 100.00%
5000
11.20 11.40 11.60 11.80
m/z 71.05 47 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59890: Tridecane, 3-methyl-
57
43
71 11.20 11.40 11.60 11.80
29 g5 m/z 43.10 46.66%
h‘ w‘ d‘ || 99 113 127 140 155 109 183 198
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
11,20 11.40 11.60 11.80
5000 43 - m/z 85.05 37.38%
85
29 155
113 126 141 169 184
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48853: Dodecane, 3-methyl-
57 11.20 11.40 11.60 11.80
m/z 41.05 35.09%
43
B | M\M[Lw
85
29
\‘ 1 ‘\ ‘ | 1l ‘ ?‘9 1:!'3 126 1?5 184
m/z--> 20 40 60 80 100 120 140 160 180 200 11,20 11.40 11.60 11.80

8270-BF050217.M Wed May 24 16:28:28 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 12 Tetradecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.76 9.15 ng 478663 Acenaphthene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 72

Abundance Scan 1670 (11.760 min): BF095351.D (-1665) (-) m/z 57.10 100.00%
57
43
71
5000 85
99 113 11.40 11.60 11.80 12.00
N — .',": P W I N TR By =T Y TV B < 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
43 3
71
5000 85 U DA DU BN SURLEE B
- 11.40 11.60 11. 80 12.00
99 m/z 71.10 59.36%
198
e s i,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
11!40 11)60 11!80 12foo '
5000 71 m/z 85.10 38.54Y%
85
29
99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #48835: Tridecane A A
43 97 11.40 11.60 11.80 12.00
m/z 41.10 31.84Y%
71
5000
85
29
s | e s
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 11.40 1160 1180 1200 '

8270-BF050217.M Wed May 24 16:28:29 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 13 Heptadecane, 2,6,10,15-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.83 ng 148097 Acenaphthene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
2 Pentadecane 212 C15H32 000629-62-9 59
3 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 53
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 50
5 Hexadecane 226 C16H34 000544-76-3 49
Abundance Scan 1682 (11.830 min): BF095351.D (-1678) (-) m/z 57.05 100.00%
7
119
5000 4 85
0 | 147 1160 1180 12,00 1220
m/z 71.10 88.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LR BN RN RN A
11.60 11.80 12.00 12.20
4 m/z 43.10 76 .35%
L ‘ Ll J 141156 183 211 239 267 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R AR mEEEE SR
11.60 11.80 12.00 12.20
5000 o m/z 119.05 48.28%
41
26 113 141 169184 212
wmmmwwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #97086: Oxalic acid, isohexyl neopentyl ester
43 71 11.60 11.80 12.00 12.20
m/z 85.10 45 _.39%
5000
2 ﬂ‘ LI, g6 130145160 188 229
L L L e o s e MRRARAREEREEAREsEaEEse R e B EEERE Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20

8270-BF050217.M Wed May 24 16:28:30 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 14 Nonane, 2-methyl-5-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.18 5.18 ng 270821 Acenaphthene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
3 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 52
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 50
5 Decane, 5-propyl- 184 C13H28 017312-62-8 50
Abundance Scan 1741 (12.177 min): BF095351.D (-1736) (-) m/z 57.10 100.00%
g7
71
5000 43
85
97 180 1900 1290 1240
112 126 140 174 11.80 12.00 12.20 12.40
.,”..“.JL.$h, 189 18 12 m/z 71.10  63.34%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #48913: Nonane, 2-methyl-5-propyl-
57
43 1
5000 U SR SR B B
85 11/80 12.00 12.20 12.40

m/z 43.10 48 .25%

112
99 112126 140 1o

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 e B AR
71 11.80 12.00 12.20 12.40
5000 P m/z 41.10 33.80%
29 141
% 113 169
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester o R E L
57 11.80 12.00 12.20 12.40
71 m/z 85.10 27.82%
5000
43
85 o7 113
‘\ L0 127141 155 239
.,”..“..w..”,.”.,”.....w..”,.”.,”........”,.. R B
m/z--> 20 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12.20 12.40

8270-BF050217.M Wed May 24 16:28:30 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 15 unknownl2.45 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.45 2.80 ng 146378 Acenaphthene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 38
2 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 38
3 Cyclooctane, methyl- 126 C9H18 001502-38-1 38
4 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 38
5 4-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-9 30

Abundance Scan 1787 (12.448 min): BF095351.D (-1780) (-) m/z 69.10 100.00%

¢

5000

12.20 12.40 12.60 12.80
m/z 55.10 97.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58280: Cyclotetradecane
55
41 69 83
5000 97 LA L L L L L L LB

12.20 12.40 12.60 12.80
ﬂl m/z 43.10 73.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 69
a R B R Eas B
83 97 12.20 12.40 12.60 12.80
5000 m/z 56.00 65.27%
111
27 126 154
15 138 2% 168181 199 250
A B L B R e A B n B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11535: Cyclooctane, methyl- R mEEEE RS S
55 12.20 12.40 12.60 12.80
0
a1 69 m/z 70.00 65.27%
5000
83 97 111
m/z--> 60 80 100 120 140 160 180 200 220 240 12 20 12. 40 12. 60 12. 80

8270-BF050217.M Wed May 24 16:28:31 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 16 Butanoic acid, 2-butoxy-1-m... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.37 3.90 ng 204214 Acenaphthene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 2-butoxy-1-methyl... 216 C11H2004 007492-70-8 64
2 4-Hexen-3-ol, 2-methyl- 114 C7H140 004798-60-1 64
3 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 64
4 Methoxyacetic acid, 2-tetrahydro... 174 C8H1404 1000282-41-3 50
5 Propanoic acid, 2-methyl-, 2-(hy... 216 C12H2403 074367-32-1 50
Abundance Scan 1944 (13.371 min): BF095351.D (-1941) (-) m/z 71.10 100.00%
7
5000 43 ./N\J/\‘b
NSRS BN B
56 111 159173 13.00 13.20 13.40 13.60
b B 125 13 IO 206 248 0 h77 43.10  50.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73904: Butanoic acid, 2-butoxy-1-methyl-2-oxoethy! ester
71
5000 43 S LA SURRL I B B
13.00 13.20 13.40 13.60
29 e m/z 41.10 9.79%
57
5 | 5 | e Tieus 121y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
13.00 13.20 1340 13.60
5000 m/z 56.05 8.38%
43
27
55 83 g7 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate R B
7 13.00 13.20 13.40 13.60
43 m/z 111.10 5.72%
5000
56 a3
200 L T %8111 1oy 143 150173185108 215 243
m/z--> 20 4'0 60 80 100 150 14'10 160 180 200 220 240 13.00 13.20 13.40 13.60 |

8270-BF050217.M Wed May 24 16:28:32 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 17 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.45 12.49 ng 653217 Acenaphthene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
Abundance Scan 1957 (13.448 min): BF095351.D (-1952) (-) m/z 57.10 100.00%
g7

43
5000

s

13.20 13.40 13.60 13.80
m/z 43.10 57.80%

113 134 154

ol 182 203 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
43 %’
5000 LA L L L L L L LB
85 13 20 13. 40 13. 60 13 80
m/z 71.10 43 .34%
27 “ L | ‘ 113 141 160183 226
A A m s e e e  RARARAERS EEEE S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 o7
A B S
13.20 13.40 13.60 13.80
5000 85 m/z 85.10 41 .36%
13 59154168155 211 239 266281205
mmmmwmmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester R mEEEE RS S
57 13.20 13.40 13.60 13.80
43 m/z 41.10 26.86%
85
5000
113
.
.“K”w.wpﬁ”m.np.ﬁ N B —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13. 60 13 80

8270-BF050217.M Wed May 24 16:28:33 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 18 Bacchotricuneatin c Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.22 10.40 ng 513201 Phenanthrene-d10 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 98
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Decane, 3-methyl- 156 C11H24 013151-34-3 86
Abundance Scan 2088 (14.218 min): BF095351.D (-2084) (-) m/z 57.10 100.00%
57
5000 85 ujf-\\j_~fw_/JW\\\\JJ/WVN\
3 113 14.00 14.20 14.40 14.60
el b e i AL 1093211 234 e m/Z 43.10  72.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
1
g5 112
5000 LB BN B I B
14.00 14.20 14.40 14.60
m/z 71.10 70.46%
‘H \\‘ 173191 216 245 312 342
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 300 320 34'10
Abundance
57
" 14.00 14.20 14.40 14.60
5000 a5 m/z 85.10 46 .38%
29 141 M//fw\ﬂVMi*v~w/Jw\\\mwﬂ/jnhh\
113 169
Trmwﬁwﬁwﬁwwﬁwﬁmwﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #28441: Nonane, 3,7-dimethyl- R B R e ma
57 14.00 14.20 14.40 14.60
m/z 41.10 27 .68%
5000
29 85
127
dl b 111 156
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 300 320 34'10 14'00 14 20 14. 40 14|60

8270-BF050217.M Wed May 24 16:28:33 2017 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 19 Tridecane, l-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14 .97 20.00 ng 987079 Phenanthrene-d10 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 2216 (14.971 min): BF095351.D (-2209) (-) m/z 57.10 100.00%
57
5000 85 /_\/\///\/M
4
AN SURIR SR B
113 14.60 14.80 15.00 15.20
0 .,....-,|:..| A L 168183 ou1 a3ezse g TAS 0 70890
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 U B LB S S B
4 Mmmmmmmm
183 m/z 71.10 69.01%
2 e 30
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
14,60 14.80 15.00 15.20
5000 m/z 85.10 49 .39%
41 85
26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo- R B
57 14.60 14.80 15.00 15.20
m/z 41.10 27 .74%
5000 85 W
4
113 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1460 1480 1500 1520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052317\
Data File : BF095351.D

Acq On : 23 May 2017 15:09

Operator : SJ/MA

Sample - 13228-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
unknown? .44 7.44 11.4 ng 201609 1 7.75 352967 20.0
Undecane 8.77 10.1 ng 260142 2 9.78 517347 20.0
cis-Decalin, 2-sy... 9.01 2.6 ng 67836 2 9.78 517347 20.0
Cyclohexane, 1,17 ... 9.20 2.4 ng 63155 2 9.78 517347 20.0
unknown9 .54 9.54 2.8 ng 73420 2 9.78 517347 20.0
Dodecane 9.85 15.6 ng 402216 2 9.78 517347 20.0
unknown10.38 10.38 3.4 ng 88558 2 9.78 517347 20.0
Tridecane 10.84 6.7 ng 172181 2 9.78 517347 20.0
Tridecane, 6-methyl- 11.30 2.1 ng 109359 3 12.61 1046290 20.0
Tridecane, 3-methyl- 11.49 2.5 ng 128858 3 12.61 1046290 20.0
Tetradecane 11.76 9.2 ng 478663 3 12.61 1046290 20.0
Heptadecane, 2,6,... 11.83 2.8 ng 148097 3 12.61 1046290 20.0
Nonane, 2-methyl-_.. 12.18 5.2 ng 270821 3 12.61 1046290 20.0
unknownl12 .45 12.45 2.8 ng 146378 3 12.61 1046290 20.0
Butanoic acid, 2-... 13.37 3.9 ng 204214 3 12.61 1046290 20.0
Hexadecane 13.45 12.5 ng 653217 3 12.61 1046290 20.0
Bacchotricuneatin c 14.22 10.4 ng 513201 4 15.05 987079 20.0
Tridecane, l-iodo- 14.97 20.0 ng 987079 4 15.05 987079 20.0
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