LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089279.D

Aca On - 25 Jul 2016 15:12 Instrument :
Operator : UM/SJ BNA_F

Sample  : H4129-12 Lt
Misc i KSB-14-5.0-7.0
ALS Vial : 11 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-BF072016.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 1.701 8 10 49 rVB 1254142 2667047 100.00% 16.806%
2 4.696 270 272 280 rBV 53989 96951 3.64% 0.611%
3 5.153 309 312 314 rBVY 1206523 1505318 56.44% 9.486%
4 6.227 404 406 413 rBV 1213007 1573888 59.01% 9.918%
5 6.330 413 415 418 rBV 1246833 1481584 55.55% 9.336%
6 6.559 433 435 442 rBV 273634 317765 11.91% 2.002%
7 6.719 446 449 451 rBV 1328617 1252047 46.95% 7 .890%
8 7.130 483 485 488 rBV 601645 910908 34.15% 5.740%
9 7.850 545 548 550 rBV 381293 420024 15.75% 2.647%
10 8.925 640 642 645 rBY 1381374 1469184 55.09% 9.258%

11 9.325 675 677 680 rBvV 509716 489829 18.37% 3.087%
12 9.588 698 700 703 rBV 408418 416521 15.62% 2.625%
13 10.376 767 769 772 rBV 831739 840045 31.50% 5.293%
14 10.513 779 781 785 rVB 32259 47803 1.79% 0.301%
15 11.062 827 829 835 rBV 373661 364446 13.66% 2.297%

16 12.491 951 954 956 rBV 108546 97866 3.67% 0.617%
17 12.651 965 968 970 rBV 757213 1009389 37.85% 6.361%
18 13.188 1013 1015 1017 rBvV 74012 60643 2.27% 0.382%
19 13.554 1044 1047 1051 rBvV 71997 94163 3.53% 0.593%
20 13.679 1056 1058 1064 rBV 303615 311943 11.70% 1.966%
21 14.182 1099 1102 1105 rBV 22955 33686 1.26% 0.212%
22 14.594 1136 1138 1141 rVB 34405 34947 1.31% 0.220%
23 14.777 1150 1154 1157 rBV2 31753 73070 2.74% 0.460%
24 15.017 1173 1175 1178 rBV 172719 229533 8.61% 1.446%
25 15.428 1208 1211 1213 rBV 29735 43858 1.64% 0.276%
26 16.685 1318 1321 1327 rVB3 10658 27035 1.01% 0.170%
Sum of corrected areas: 15869493
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089279.D

170 5.15 6§%
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400000
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Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089279.D
8(92
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1000000

10.38
800000 12.65

600000
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400000|  7.85 9.59 11.06

200000
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e S R L S e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089279.D

1200000
1000000
800000
600000

400000
13.68

200000 15.02

14.18 14.594.78 15.43 16.69

O L B e e e e e e R B

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 6

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

4.70 6.10 ng 96951 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 272 (4.696 min): BF089279.D (-270) (-) m/z 43.10 100.00%
43
59
5000
101 e
| 83 440 4.60 4.80 5.00
o WS . m/z 59.10 64.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 22.91%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 500
5000 m/z 58.10 18.07%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester E E amame e
59 440 4.60 4.80 5.00
m/z 41.10 10.31%
5000 41
68 A
0 150 . 126 142 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 unknown6.33 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.33 93.25 ng 1481580 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 415 (6.330 min): BF089279.D (-413) (-) m/z 132.00 100.00%
132
5000 68
96
40 54 8 6.00 6.20 6.40 6.60
0 ! s m/z 68.10 47.95%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 ‘ m/z 66.10 32.47%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
6.00 6.20 6.40 6.60
5000 m/z 134.00 32.12%
33 105
51 70 86
- e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine
132 6.00 6.20 6.40 6.60
m/z 69.10 20.08%
5000
105
77
oL 38 ea || 90 | 118 | 147 165 190 224 267
m/z--> 4'0 6|O 80 100 120 140 160 180 200 220 240 2('30 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 5 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.51 2.62 ng 47803 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
Abundance Scan 781 (10.513 min): BF089279.D (-779) (-) m/z 57.05 100.00%
5000 85
1113 141 10.20 10.40 10.60 10.80
ob—— T e e B e m/z 71.05 67.29%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

10.20 10.40 10.60 10.80
m/z 43.10 65.95%

29
L h I i ‘Jlﬁ3“lﬂl 169 197 225 253 295 323 367
S0 P S Rt s LSS TN AN
miz--> 50 100 150 200 250 300 350
Abundance
57

10.20 10 40 10 60 10.80

5000 a5 m/z 85.10 45 .79%
29
0 113 141 169 212
—— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57 10.20 10.40 10.60 10.80
m/z 41.10 33.83%
5000 85
29
o b e e e
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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

o

Peak Number 6 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.49 6.27 ng 97866 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 50
2 n-Butvl laurate 256 C16H3202 000106-18-3 47
3 Nipecotic acid 129 C6H11NO2 000498-95-3 37
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 25
5 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 25
Abundance Scan 954 (12.491 min): BF089279.D (-951) (-) m/z 56.10 100.00%
56
5000 41
257
129 202,59 ...,....,....,A...,....

h 157 185 12.20 12.40 12.60 12.80

—rprred m/z 57.05 62.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56

5000 -------------------
29 73 12 20 12. 40 12. 60 12. 80

m/z 41.10 44 _74%

239 257
‘\ b T s s o3 BORT g g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

56

12.20 12. 40 12. 60 12.80

o

5000 201 m/z 43.10 43.30%
2 73 183
129
o o 157 227 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Lﬂ\_A/vm“~J\wﬁ
Abundance #12841: Nipecotic acid T

12.20 12.40 12,60 12.80
m/z 73.10 37.41%

5000

I\
LI L B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Butyl myristate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.19 3.89 ng 60643 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 80
2 2-Methvl-1-octadecene 266 C19H38 061868-20-0 37
3 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 35
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 30
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27
Abundance Scan 1015 (13.188 min): BF089279.D (-1013) (-) m/z 56.10 100.00%
56
5000
4 73 AM
97 129 AR SRR BRI B
|| 11 | 143 171185 597 241 267 285 12.80 13.00 13.20 13.40 13.60
Obrrprrr e m/z 57.10 61.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 AN SR B B
41 229 12/80 13.00 13.20 13.40 13.60
185 284 m/z 43.10 45.18%
o | h H‘ hid 101”55 \ 143157 | 2sea0
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280
Abundance
56
12.80 13.00 13.20 13.40 13.60
5000 41 m/z 41.10 41.16%
89711
0 125139153167182196210 238252266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3355: 1-Pentene, 2,4-dimethyl- B R mE e S
56 12.80 13.00 13.20 13.40 13.60
m/z 55.10 35.50%
41
5000
27
83 98
o} e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.55 6.04 ng 94163 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 3-Eicosene. (B)- 280 C20H40 074685-33-9 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90
Abundance Scan 1047 (13.554 min): BF089279.D (-1044) (-) m/z 57.10 100.00%
57 83
4
5000 111
1p6141 13.20 13.40 13,60 13.80
(o} m/z 43.10 93.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55 83
5000 N DA BN U I
13.20 13.40 13.60 13.80
m/z 83.10 88.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 USRS AR
97 13.20 13.40 13.60 13.80
5000 m/z 55.10 87.51%
27 125

153168 196 224

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)- T
13.20 13.40 13.60 13.80
m/z 69.10 82.17%
ol 2 1?6 153168 196 224 252 280

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 2-methyltetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.18 2.16 ng 33686 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 64
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 59
3 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 59
4 Octacosane 394 C28H58 000630-02-4 53
5 2-methyloctacosane 408 C29H60 1000376-72-8 53
Abundance Scan 1102 (14.182 min): BF089279.D (-1099) (-) m/z 57.10 100.00%
g7

5000

13.80 14.00 14.20 14.40 14.60
m/z 43.10 69.30%

o

RRRANERRASE:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185534: 2-methyltetracosane

57

5000 4 [Tr I T[T T[T rr[rrrr[r1
13.80 14.00 14.20 14.40 14.60
m/z 71.10 66.04%
ok 1l 141 169 197 225 253 309 337
R TaRtAN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
e
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 49.11%

il 85

o 113 139 169 03221

Tmmwwmwmmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
7

13.80 14.00 14.20 14.40 14.60
m/z 55.10 41.77%

5000

U3 141 168 197 243

T T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Hexadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .59 3.05 ng 34947 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 95
2 Heptadecanal 254 C17H340 1000376-70-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 16-Octadecenal 266 C18H340 056554-87-1 91
5 Tetradecanal 212 C14H280 000124-25-4 91
Abundance Scan 1138 (14.594 min): BF089279.D (-1136) (-) m/z 57.10 100.00%

7 8

5000

137 .
151 175 193547 14.20 14.40 14.60 14.80 15.00

0 281 m/z 82.10 90.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal

5000
14.20 14.40 14.60 14.80 15.00

110,,, m/z 43.10 82.91%
138152 1664g0 196 222

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 82
R e N AR
14.20 14.40 14.60 14.80 15.00
5000 96 m/z 55.10 67.21%
29

109

. 123137 152166180194208 236 o5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117606: Octadecanal R Ra e e
14.20 14.40 14.60 14.80 15.00

m/z 96.10 62.77%

5000

29

124
138152166180194208222 290 544

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 3-Chloropropionic acid, hep... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.78 6.37 ng 73070 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1154 (14.777 min): BF089279.D (-1150) (-) m/z 57.10 100.00%
g7 83
TS o e v T
o — e e | m/z 83.10 94.84%
m/z--> 50 100 150 200 250 300 350
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester
57 83
5000 111 AR AR AR &
14.40 14.60 14.80 15.00
29 m/z 55.10 89.83%
o “‘\W‘}m 1139 167 210 238 263
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
8 N R SO SN
14.40 14.60 14.80 15.00
5000 11 m/z 69.10 82.35%
29 169
0 140 196,15 201 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #197885: Trichloroacetic acid, pentadecy! ester A REaRE RS RS
3 14.40 14.60 14.80 15.00
83 m/z 43.10 80.77%
5000
111
o ‘ {139 182 210
m/z--> 150 200 250 300 350 ' 1440 14.60 14.80 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.43 3.82 ng 43858 Perylene-di12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1211 (15.428 min): BF089279.D (-1208) (-) m/z 57.10 100.00%
57
85
5000
113 R DA BN SRR B
209 15.20 15.40 15.60 15.80
0....|, 1|11'|"""475,'....,..2?‘1.,....,...., m/z 71.10 76.71%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LS BN IS SRR U
mmmmmmmm
m/z 85.10 64 .36%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
" 15.20 1540 15.60 15.80
5000 85 m/z 43.10 57.79%
113
oL 2 141 169199211 239 267 205 323 352 ANVAWMNAMxﬁ,AWVLvaM\NWMm
m/z--> 55 160 150 200 250 360 3éo '
Abundance #209565: Octacosane R B A B
57 15.20 15.40 15.60 15.80
m/z 55.10 27 .20%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo ' 1550 1540 1560 1580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089279.D

Aca On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 13 unknownl6.69 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.69 2.36 ng 27035 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-BislImethvl(trimethvlene)silv... 286 C14H3002Si2 1000217-00-5 17
2 lbuprofen 206 C13H1802 015687-27-1 10
3 1.2-Bis-(5-amino-1H-benzoimidazo... 324 C16H16N602 031545-09-2 10
1-(1-Azido-1-methvlethy)-1-brom... 203 C6H10BrN3 1000193-57-5 10
5 2-Propanol, 1,1,1,3-tetrachloro-... 210 C4H6CI140 014703-48-1 10
Abundance Scan 1321 (16.685 min): BF089279.D (-1318) (-) m/z 145.10 100.00%
145 163
91
43 56 los 131 177 193 213
5000
|| h 281 16.40 16.60 16.80 17.00
0 .'...,....,....,....,....,....,....,'.. m/z 163.10 86.19%
miz--> 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #132445. 1,6-Bis[methy|(trimethylene)silyloxy]hexane
55
5000
41 119133 16.40 16.60 16.80 17.00
83 161 m/z 161.10 85.21%
ot | I 4 8 ‘\‘\‘ 2 g YT 174190 215708 243
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
161
91
16.40 16.60 16.80 17.00
5000 119 m/z 91.05 77.12%
206
41 77 105
0 57 132145 | 177101
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #163980: 1,2-Bis-(5-amino-1H-benzoimidazol-2-yl)-ethane-1,... Al EEma s B
105 145 163 16.40 16.60 16.80 17.00
m/z 131.00 72.78%
5000 52 2o us,
o .Nk,ﬂ.ﬂ.......hn...” S R | N
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072516\
Data File : BF089279.D

Acq On : 25 Jul 2016 15:12

Operator : UM/SJ

Sample : H4129-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.70 6.1 ng 96951 1 6.56 317765 20.0
unknown6 .33 6.33 93.3 ng 1481580 1 6.56 317765 20.0
Hexacosane 10.51 2.6 ng 47803 4 11.06 364446 20.0
Hexadecanoic acid... 12.49 6.3 ng 97866 5 13.68 311943 20.0
Butyl myristate 13.19 3.9 ng 60643 5 13.68 311943 20.0
1-Heneicosanol 13.55 6.0 ng 94163 5 13.68 311943 20.0
2-methyltetracosane 14.18 2.2 ng 33686 5 13.68 311943 20.0
Hexadecanal 14.59 3.0 ng 34947 6 15.02 229533 20.0
3-Chloropropionic... 14.78 6.4 ng 73070 6 15.02 229533 20.0
Heneicosane 15.43 3.8 ng 43858 6 15.02 229533 20.0
unknownl16 .69 16.69 2.4 ng 27035 6 15.02 229533 20.0
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