LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\

Data File : BF104693.D

Aca On - 21 Apr 2018 00:40 Instrument :
Operator : JU/SJ BNA_F

Sample  : J2453-07 Gt
Misc : T-8 1.0-1.5

ALS Vial : 27 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-BF040618.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 5.022 494 499 508 rBV 98548 132398 4_47% 0.500%
2 5.422 562 567 580 rBVY 2638347 2833764 95.70% 10.709%
3 6.445 736 741 744 rBV 2654266 2783056 93.99% 10.517%
4 6.575 759 763 766 rBY 2883127 2845060 96.08% 10.751%
5 6.804 798 802 805 rBV 813461 636138 21.48% 2.404%
6 6.963 824 829 832 rBVY 2547524 2319196 78.32% 8.764%
7 7.369 893 898 901 rBVY 1754218 1748793 59.06% 6.609%
8 8.086 1016 1020 1026 rBV 933087 772839 26.10% 2.921%
9 9.163 1199 1203 1206 rBvY 3363047 2961070 100.00% 11.190%
10 9.557 1266 1270 1278 rVB 208343 196697 6.64% 0.743%
11 9.763 1303 1305 1310 rBV 64960 56794 1.92% 0.215%
12 9.839 1315 1318 1333 rVB 806697 775213 26.18% 2.930%
13 10.263 1388 1390 1393 rVB 77079 64972 2.19% 0.246%
14 10.633 1449 1453 1463 rVB 1682065 1544629 52.16% 5.837%
15 10.739 1468 1471 1476 rBV 79909 72395 2.44% 0.274%
16 11.186 1544 1547 1550 rBvV 42681 34596 1.17% 0.131%

17 11.333 1568 1572 1574 rBV 726852 707532 23.89% 2.674%
18 11.351 1574 1575 1582 rVB 126635 103367 3.49% 0.391%
19 11.863 1659 1662 1668 rVB3 31585 33162 1.12% 0.125%
20 12.545 1774 1778 1783 rBV 236860 201312 6.80% 0.761%

21 12.774 1811 1817 1822 rBV 196286 205484 6.94% 0.777%
22 12.921 1837 1842 1845 rBV 2734230 2641767 89.22% 9.983%
23 13.480 1934 1937 1941 rBV 48166 52757 1.78% 0.199%
24 13.774 1981 1987 1991 rBV 139137 177371 5.99% 0.670%
25 13.815 1991 1994 2003 rVB2 130251 155635 5.26% 0.588%

26 13.974 2014 2021 2024 rBV 750912 789598 26.67% 2.984%

27 13.998 2024 2025 2033 rVB 98802 87137 2.94% 0.329%
28 14.127 2044 2047 2053 rBV2 85508 101185 3.42% 0.382%
29 14.439 2097 2100 2106 rBV 91437 99974 3.38% 0.378%
30 14.745 2149 2152 2156 rVB 83459 77725 2.62% 0.294%
31 14.815 2161 2164 2168 rVB 73300 70724 2.39% 0.267%
32 15.015 2195 2198 2201 rBV 63744 87103 2.94% 0.329%
33 15.080 2206 2209 2213 rVB 76045 85665 2.89% 0.324%
34 15.315 2246 2249 2255 rVB 44362 55952 1.89% 0.211%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.380 2257 2260 2265 rVV 49656 61136 2.06% 0.231%

36 15.445 2266 2271 2282 rVB 379450 580988 19.62% 2.196%
37 15.886 2342 2346 2350 rBV 38758 52097 1.76% 0.197%
38 18.797 2836 2841 2857 rVB4 68122 257009 8.68% 0.971%

Sum of corrected areas: 26462290
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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\BF042018\

BF104693.D

21 Apr 2018 00:40

JussJ

J2453-07

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104693.D

6.57

5.42 6.45

6.96

6.80

5.02

7.37

0

Time-->

4.00

4.50

5.00

5.50

1
2.50

3.00

3.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104693.D
16

12.92

10.63

9.84 11.33

12.5412 77

9.56

9.7 10.26 0.74 1115135

A
LN e B e B B B S RN B S B B B N B

11.86

13.48

O—
Time-->

10.00 10.50 11.00 11.50 12.00 12.50

13.00

13.50

Abundance

3000000

2500000

2000000

1500000

1000000

1

500000

TIC: BF104693.D

3.97
15.44

00.13 14.44 14.4.‘82.5.92)8153% 15.89

Time-->

14.00

18.00

18.50

16.50 17.00 17.50

15.50 16.00

14.50 15.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.02 4.16 ng 132398 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 Ethanone. 1-(2-methvilcvclopropvIl)- 98 C6H100 000930-56-3 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 499 (5.022 min): BF104693.D (-494) (-) m/z 42.95 100.00%
43
59
5000
101
| 53, 83 460 4.80 5.00 5.20 5.40 '
-+t m/z 59.00 61.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S UL SRR
460 4.80 5.00 5.20 5.40
m/z 101.00 22 .32%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.00 16.69%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- e BRamn B e
43 460 4.80 5.00 5.20 5.40
55 m/z 41.10 9.59%
5000
27 83
15
O ...,..?7,....,... .,.??., R ERREE ..,...gﬁ,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 89.45 ng 2845060 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 762 (6.569 min): BF104693.D (-759) (-) m/z 131.95 100.00%
32
5000 68
6 rrrrTyrTTrr T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
ObrrprrrrprrrrprrrHib ??...' e85 | ogtus L m/z 68.10 42.17%
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 AR N R
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.23%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26.79%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e  RR
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.44%

5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I

AR B e R A B o o R B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.05 ng 72395 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Dodecane., 2-methvl- 184 C13H28 001560-97-0 86
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 1471 (10.739 min): BF104693.D (-1468) (-) m/z 57.05 100.00%
g7
A T T T
3 113 10.40 10.60 10.80 11.00
Olrrrprrralr e bt A A et e os2 | m/z 71.10  67.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57
85
5000 ARSIV RARRE
10,40 10.60 10.80 11.00
29 m/z 43.05 61.38%
et e 41169 107 240
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.05 47 .02%
85
29
o 113 141 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59880: Tetradecane
57 10.40 10.60 10.80 11.00
m/z 41.00 29.36%
5000 85
0 Ll (1B a4 169 1%
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 | 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 5 unknownl3.77 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.77  4.49ng 177371 Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 (2.3-Diphenvlcvclopropylmethyl ... 332 C22H200S 131758-71-9 17
2 Benzene. 1.3.5-trimethvl-2-(phen... 226 C16H180 019578-76-8 14

3 Benzeneacetic acid. phenvimethyl... 226 C15H1402 000102-16-9 14

4 Benzonitrile. m-phenethvl- 207 C15H13N 034176-91-5 12
5 Benzylidene-lI-ornithine 220 C12H16N202 025693-00-9 10
Abundance Scan 1986 (13.768 min): BF104693.D (-1981) (-) m/z 91.00 100.00%
q1
5000
117
207 13.40 13.60 13.80 14.00
39 65 178 226 : ' : :
Ol ot b SO L e 2 ey | M7z 117.05  24.00%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide,...
91 129
5000
13.40 13.60 13.80 14.00
207 m/z 207.10 11.17%
ol 30, 0 | 10 s T L2 316332
P T T T S TR T [T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91
B B
13.40 13.60 13.80 14.00
5000 m/z 194.10 10.67%
028 44 65 107 135 169 105 2°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82896: Benzeneacetic acid, phenylmethy! ester
91 13.40 13.60 13.80 14.00
m/z 92.00 7.62%
5000
65
o 108 180 208226
Rt R Ih Rl R e n L RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Octadecane, 1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.94 ng 155635 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 86
2 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 80
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 80
4 Tritetracontane 605 C43H88 007098-21-7 72
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 64

Abundance Scan 1995 (13.821 min): BF104693.D (-1991) (-) m/z 230.05 100.00%

57 230

5000

13.60 13.80 14.00 14.20

0 m/z 57.00 98.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134594: Octadecane, 1-chloro-
57
5000 LA B L L L L L L LB
85 13.60 13.80 14.00 14.20
m/z 71.05 70.50%
105
0 | \ [ 7118 147 175 203217 245259 288
HW.H.P”.P.”P.”,”.,”.W.HW.H.P”...”..” R R RRRERERERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
85 L e
13.60 13.80 14.00 14.20
5000 41 m/z 43.05 59.39%
M2 140
0lrrr26 155171185 213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester RS EmmEs o L
43 13.60 13.80 14.00 14.20
m/z 55.10 49.22%
71
5000 85
29
oL o ) I \ |27 aes 197 a3 gp
'“w'“v“'v' B R L o e L SRARARCS SRR ns R e B Emas e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.56 ng 101185 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 80
2 Hexacosane 366 C26H54 000630-01-3 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Heptadecane 240 C17H36 000629-78-7 74
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 2047 (14.127 min): BF104693.D (-2044) (-) m/z 57.05 100.00%
57
5000
13.80 14.00 14.20 14.40
0 m/z 71.10 73.31%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 RN B BRI UL
13.80 14.00 14.20 14.40
m/z 43.05 61.69%
99 127 196
ol b T3S | 225 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.80 14.00 14.20 14.40
5000 85 m/z 85.05 59 .55%
. 29 13 141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane R eae eSS
57 13.80 14.00 14.20 14.40
m/z 230.10 22 .45%
5000
85
29
ol i L J (113 141 169 197 226
NI L WL UL UL UL SRR S
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .44 2.53 ng 99974 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2100 (14.439 min): BF104693.D (-2097) (-) m/z 57.10 100.00%
57
5000
? " 14.20 14.40 14.60 14.80
141 192 242 300 397 : : : :
I .'..],.1.‘5#,‘....,...f,....'.... S — m/z 71.10 75.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83028: Hexadecane
57
5000 L B B B B
mmmmmmmm
m/z 43.05 61.38%
0 26 \‘ \‘\ \\ \‘ \‘ }41 '183 226
miz--> 0 55 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
" 14/20 14.40 14.60 14.80
5000 m/z 85.10 54 _.58%
9
o 141 183 225 295 337 378 420
m/z--> 0 55 160 1éo 200 250 300 350 400 450 560 séo 660
Abundance #241528: Tetratetracontane I L B
57 14.20 14.40 14.60 14.80
m/z 41.05 26.70%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 9 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.68 ng 77725 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetracontane 563 C40H82 004181-95-7 90

Abundance Scan 2151 (14.739 min): BF104693.D (-2149) (-) m/z 57.05 100.00%

57

5000

14.40 14.60 14.80 15.00

138153 173 197 218235 253 575

0 m/z 71.05 73.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57
85
5000 LA L L L L L L |
4 14.40 14.60 14.80 15.00
‘ m/z 43.00 56.21%
141
ooz LT e o s g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R A REER R
85 14.40 14.60 14.80 15.00
5000 a m/z 85.10 52.27%
ol 25 M3 14 16 197212 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R B
57 14.40 14.60 14.80 15.00
m/z 55.05 23.78%
85
5000
4
113
. 2 | | o[ a0 197 o asae oo
.”,””P.”P”.P”q.”wnnlnup.npn..”..”.”” e RAARRE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 trans-Farnesol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.43 ng 70724 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Farnesol 222 C15H260 000106-28-5 87
2 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 83
3 Supraene 410 C30H50 007683-64-9 80
4 Farnesol isomer a 222 C15H260 1000108-92-4 80
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72
Abundance Scan 2165 (14.821 min): BF104693.D (-2161) (-) m/z 69.10 100.00%
6o
41 121 e
glm 233 mmmmmmmm
N -‘l-" b, U200 207 300 S m/z 81.05 49.71%
m/z--> 50 150 200 250 300 350 400
Abundance #79392: trans-Farnesol
69
5000 41 L B BRI BULLILN B
mmmmmmmm
m/z 41.05 20.62%
0 .2.0“. i \MI i A ‘\ 3-1@ \\6 16]: .1.91| |2|22| —— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
41 "' 14,60 14.80 15.00 15.20
5000 m/z 95.10 19.14%
95 123 149 147
‘- ———
m/z--> éo 160 1éo 200 250 300 3%0 460
Abundance #215928: Supraene RS EmmEs o L
69 14.60 14.80 15.00 15.20
m/z 68.05 12.96%
5000
41
‘ 95 137
Ol 316 | (163 191 207 245 273 299 341 367 410 N —
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.08 2.95 ng 85665 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
Abundance Scan 2209 (15.080 min): BF104693.D (-2206) (-) m/z 57.10 100.00%
57
85
5000
141163183204 239 268 295 14.80 15.00 15.20 15.40
0....|,' lll-'n.~.-'-'-,~..~..;-.'...',....,...., m/z 71.10 75.05%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000 LR BB B BRI B
mmmmmmmm
29 m/z 85.10 59.77%
ol b b LT 14 160 107 268
m/z--> 55 100 1%0 260 2%0 300 3%0 '
Abundance
57
14.80 15.00 15,20 15.40
5000 85 m/z 43.00 48.74%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #141426: Heneicosane A B
57 14.80 15.00 15.20 15.40
m/z 41.05 23.02%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 350 ' 14%0 1500 1520 1540

8270-BF040618.M Mon Apr 23 13:50:58 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104693.D

Aca On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample = J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl18.80 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.80 8.85 ng 257009 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 47
2 1.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 38
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 35
4 Trisiloxane. octamethyl- 236 C8H2402Si3 000107-51-7 22
5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO03 024451-17-0 12
Abundance Scan 2841 (18.797 min): BF104693.D (-2836) (-) m/z 221.10 100.00%
21
73 147
281
5000 355
429 USRI
39 99 175 l 327 401 | 18.40 18.60 18.80 19.00 19.20
BN POV PFR TP RGP PRI W O T T m/z 147.00 82.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147 221
73
5000 LRI SRR SRR SN B
18.40 18.60 18.80 19.00 19.20
17 191 m/z 73.00  76.00%
279
0 "??"”'I" e '%41"*'|""|""|" L L B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
147 18:40 18.60 18.80 19.00 19.20
5000 267 m/z 281.10 64 .35%
355 429
a5 207
L L L L L W L WL LI WL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl- A B o
18.40 18.60 18.80 19.00 19.20
m/z 355.10 40.76%
5000
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 18.40 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042018\
Data File : BF104693.D

Acq On : 21 Apr 2018 00:40

Operator : JU/SJ

Sample - J2453-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
2-Pentanone, 4-hy... 5.02 4.2 ng 132398 1 6.80 636138 20.0
unknown6 .57 6.57 89.5 ng 2845060 1 6.80 636138 20.0
Heptadecane 10.74 2.0 ng 72395 4 11.33 707532 20.0
unknown13.77 13.77 4.5 ng 177371 5 13.97 789598 20.0
Octadecane, 1-chl... 13.82 3.9 ng 155635 5 13.97 789598 20.0
Pentadecane, 8-he... 14.13 2.6 ng 101185 5 13.97 789598 20.0
Hexadecane 14.44 2.5 ng 99974 5 13.97 789598 20.0
Eicosane 14.74 2.7 ng 77725 6 15.44 580988 20.0
trans-Farnesol 14 .82 2.4 ng 70724 6 15.44 580988 20.0
Nonadecane 15.08 3.0 ng 85665 6 15.44 580988 20.0
unknown18.80 18.80 8.8 ng 257009 6 15.44 580988 20.0
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