LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089516.D

Aca On : 1 Aug 2016 17:56

Operator : UM/SJ

3?22'6 i H4285-17 AB-SLOPE(0-4)S
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-BF072716.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 1.655 4 6 47 rVB 831982 2219772 100.00% 15.962%
2 4_.570 258 261 269 rBV 198434 345404 15.56% 2.484%
3 5.050 300 303 321 rBVY 1060512 1297944 58.47% 9.333%
4 6.147 396 399 401 rBVY 1084011 1334307 60.11% 9.595%
5 6.250 406 408 410 rBVY 1208044 1366458 61.56% 9.826%
6 6.479 426 428 439 rVB 226886 244043 10.99% 1.755%
7 6.627 439 441 444 rBV 715569 895610 40.35% 6.440%
8 7.050 476 478 489 rBV 639466 805055 36.27% 5.789%
9 7.759 538 540 543 rBV 262214 325919 14.68% 2.344%
10 8.845 632 635 637 rBY 1463136 1380073 62.17% 9.924%
11 9.245 668 670 674 rBV 280970 244322 11.01% 1.757%
12 9.462 686 689 691 rBV 18264 22502 1.01% 0.162%
13 9.508 691 693 695 rBV 424905 407353 18.35% 2.929%
14 9.965 731 733 734 rVV 36531 42497 1.91% 0.306%
15 10.296 760 762 764 rBV 575574 695932 31.35% 5.004%
16 10.433 772 774 778 rVV 45434 58235 2.62% 0.419%
17 10.513 778 781 784 rVB 33287 42628 1.92% 0.307%
18 10.879 808 813 814 rBV 23531 34095 1.54% 0.245%
19 10.982 819 822 824 rBV 285637 360023 16.22% 2.589%
20 11.234 841 844 848 rBV 15346 22359 1.01% 0.161%
21 11.531 868 870 874 rBV2 39616 78006 3.51% 0.561%
22 12.319 936 939 944 rBV 24976 38453 1.73% 0.277%
23 12.559 958 960 963 rBVY 1027242 1027053 46.27% 7 .385%
24 13.474 1037 1040 1046 rBV 45893 70497 3.18% 0.507%
25 13.600 1048 1051 1059 rvVv 210069 280431 12.63% 2.016%
26 14.057 1085 1091 1093 rBV3 8261 30124 1.36% 0.217%
27 14.102 1093 1095 1103 rVB3 10001 29824 1.34% 0.214%

28 14.925 1165 1167 1170 rBV 182107 207938 9.37% 1.495%

Sum of corrected areas: 13906857
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF080116\

BF089516.D

1 Aug 2016 17:56

UM/SJ

H4285-17 AB-SLOPE(0-4)S
11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
1400000

1200000

1000000

1.66

800000

600000

400000

200000

TIC: BF089516.D

6.25

5.05 6.1

6.63
7.05

457 6.48

0
Time-->

3.00

3.50

4.00

4.50 5.00

5.50

6.00

6.50

7.00

7.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

7.76

TIC: BF089516.D
84

12.56

10.30

10 98

9 96 12.32

10:83%1 103 11.23 11.53 13.41

Time-->

12.00 12.50

10 00 10 50 11. OO 11.50

13.00

Abundance
1400000

1200000
1000000
800000
600000
400000

.60
200000

TIC: BF089516.D

124080

0
Time-->

17.00 17.50

14.00 14.50

15.00 15.50 16.00 16.50

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089516.D

Aca On : 1 Aug 2016 17:56

Operator : UM/SJ

Sample - H4285-17

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 4

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

4_.57 28.31 ng 345404 1,4-Dichlorobenzene-d4 6.48
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. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 261 (4.570 min): BF089516.D (-258) (-) m/z 43.05 100.00%
43
59
5000
101 SN i N
51 | 83 420 4.40 4.60 4.80 5.00
O e e e e e e m/z 59.10 63.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L LB L LB B
420 4.40 4.60 4.80 5.00
m/z 101.10 23.14%
o a ol 83 g3 %!
T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R e
420 4.40 4.60 4.80 5.00
5000 41 m/z 58.10 15.23%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R R
43 420 4.40 4.60 4.80 5.00
m/z 41.10 10.09%
5000
101
15 58
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00

8270-BF072716.M Tue Aug 02 17:17:40 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089516.D

Aca On : 1 Aug 2016 17:56

Operator : UM/SJ

ﬁ?ggle i H4285-17 AB-SLOPE(0-4)S
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.25 Concentration Rank 2

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

6.25 111.99 ng 1366460 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 408 (6.250 min): BF089516.D (-406) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 ® 1 600 620 6.40 6.60
54 104 . . . .
0.,....,...:I'!.‘.‘?,:.'..?.1...|,..':.,..E.‘?,...l.,.'!..,.1.1?.,....,-'...,.. m/z 68.10 38.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
78 m/z 134.00 33.74%
31 a4 51
0'P'”J“J“'h'M'”I”'h'”'P”'P'”I”'W'“'P'”I“"“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 600 620 6.40 6.60
5000 m/z 66.05 24 .60%
39 91
51 65
oo e S8 L84 | 981 | s |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.00 6.20 6.40 6.60

m/z 69.10 15.88%

5000 67
41 97
‘ 53 117
? g
salll Loeoll [P 105 | 124

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 640 6.60

o
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF080116\

BF089516.D

1 Aug 2016 17:56

UM/SJ

H4285-17 AB-SLOPE(0-4)S
11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
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 Nonadecane Concentration Rank 12

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

9.96 2.09 ng 42497 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Hexadecane 226 C16H34 000544-76-3 78
5 Heptadecane 240 C17H36 000629-78-7 78

Abundance Scan 733 (9.965 min): BF089516.D (-731) (-) m/z 57.10 100.00%
57
5000 85
13 9.60 9.80 10.00 1020
- Ly m/z 43.10 68.41%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000 AN L LR SR
9.60 9.80 10.00 10.20
29 m/z 71.10 65.00%
0 \‘ \“ d‘ all \H\ h‘ 1:|I\-3 141 169 197 268
m/z--> 50 100 1éo 200 250 300 350
Abundance
57 "
9.60 9.80 10.00 1020
5000 85 m/z 85.10 49_.93%
29
0 113 141 169 198
mz-> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57 9.60 9.80 10.00 10.20
m/z 41.10 34.04%
5000
85
0 %9 L (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 9.60 9.80 10.00 10.20

8270-BF072716.

M Tue Aug 02 17:17:57 2016
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF080116\
Data File : BF089516.D

Aca On 1 Aug 2016 17:56

Operator : UM/SJ

Sample - H4285-17

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 6 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.43 3.24 ng 58235 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
ABIngpaseadecane Scan 774 (10.433 min): BF089516.D (-772) 926 C16H34 000544-76-3| 90

5000

O,
m/z--> 20 40 60 80

/z

57.70 100.00

10.20 10.40 10.60 10.80

100120 140160180200220240260280300320 340360

Abundance

5000

04
m/z--> 20 40 60 80

#194493: Hexacosane

10.20 10.40 10.60 10.80

U3 41 169 197 225 253 367

295 323
100120140160180200220 240260280300320 340360

Abundance
57

5000

29
0!

85

m/z--> 20 40 60 80 100120140160180200220240260280300320 340360

/z

43.10 68.Q/7

10.20 10.40 10.60 10.80

3 141 169 197 205 254
/z

5000

Abundance #161094: Sulfurous acid, 2-propyl tetradecyl ester

m/z--> 20 40 60 80 100120140160180200220240260280300320 340360

85. 48 .52

10.20 10.40 10.60 10.80

125 188 197 231 261

AR BARBUNABUNE
10.20 10.40 10.60 10.80

8270-BF072716.M Tue Aug 02 17:17:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089516.D

Aca On : 1 Aug 2016 17:56

Operator : UM/SJ

Sample : H4285-17

Misc - AB-SLOPE(0-4)S
ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 7 2-Octyl benzoate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.51 2.37 ng 42628 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octyl benzoate 234 C15H2202 006938-51-8 50
2 1-Butanol. 3-methvl-. benzoate 192 C12H1602 000094-46-2 47
3 Benzoic acid. 2-ethvlhexvl ester 234 C15H2202 005444-75-7 45
4 Benzoic acid. 2-methvlbutvl ester 192 C12H1602 1000367-91-3 38
A@mngthylhexy¥am@ﬂhadﬁ§gﬁtéﬁmﬁﬂﬁD07m)@98 C12H2202 000688-84-6 32
m/z 105.00 100.00%
5000 70
41 55 83 123 USRS
10.20 10.40 10.60 10.80
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #89068: 2-Octyl benzoate
105 m/z |70.10 50.88%
5000
7 123 10.20 10.40 10.60 10.80
41 56 ‘
N -‘.“‘--‘-‘1‘.--“‘- -“.“l?-l-.-‘---.=-‘--.-1fl?-.l?-5--.----.----.--2-3-4.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance m/z 77.10 37.24%
70 105
10.20 10,40 10.60 10.80
5000
55 123
o7 42
Y SNV A S SN .= NN v £ . S — /
m/z--> 20 40 60 80 100 120 140 160 180 200 220 m/z 112.30 22.92%
Abundance #89087: Benzoic acid, 2-ethylhexyl ester
10.20 10.40 10.60 10.80
5000
ol 148 168 - i
UL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089516.D

Aca On : 1 Aug 2016 17:56

Operator : UM/SJ

Sample : H4285-17

Misc - AB-SLOPE(0-4)S
ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 8 Undecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.53 4.33 ng 78006 Phenanthrene-dl10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 Dodecanoic acid 200 C12H2402 000143-07-7 43
3 Maltose 342 C12H22011 000069-79-4 43
4 d-Glucohexodialdose 178 C6H1006 1000149-19-1 43
AEmSEGDheptuId%an8¢gll531mmrBRB%H&D(ﬁﬁ&(EQZ C7H1206 000469-90-9| 35
43 60
m/z 73.10 100.00%
5000
85 129
o7 UL L B
0, I|| 115 157 171 213 11.20 11.40 11.60 11.80
m/z--> 25 45 60 80 100 120 140 160 180 200 220
Abundance #50051: Undecanoic acid
60 73 m/z 60.00 83.67%
43
5000 AL B BN SRR
11.20 11.40 11.60 11.80
29 ‘ 85 129 143
97 115 186
0 .??,.U..un..wW.unu,Uﬁ.Jw...t,wj..,k.??f???.,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance m/z - 83.13%
73
€0 LN
11.20 11.40 11.60 11.80
5000 43 129
85 157
101 115 143 171 200
O"'|""|""|""|'"'|'"'|""|""|""1|8'3"'|""|" m/z 4.54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 - 0
Abundance #177853: Maltose LA L L L L LB L BN |
7 11.20 11.40 11.60 11.80
60
5000

126
195 163175 191204 221

AR AR RARES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089516.D

Aca On : 1 Aug 2016 17:56

Operator : UM/SJ

Sample : H4285-17

Misc - AB-SLOPE(0-4)S
ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 9 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.32 2.74 ng 38453 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 59
2 Octanoic acid 144 C8H1602 000124-07-2 43
3 Maltose 342 C12H22011 000069-79-4 38
4 _alpha.-D-Glucopvranoside. methv... 306 C15H3006 1000157-47-5 27
Aindekee] 1 c aci§$6ﬁ§?HM¥V!ﬁt§tf§@@3y]t%ﬁ)sz C20H3804 1000309-37-9 27
57
m/z 73.00 100.00%
5000 97 129
115 185 241 SRR 1) 8 M
||“||m”| 12.00 12.20 12.40 12.60
L I I I IR WS B RS SRR LAY SRS R B
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84453: Tetradecanoic acid
73 m/z 43.10 88.61%
43
5
5000 129 12.00 12.20 12.40 12.60
29 ‘ ; s 185 228
0 lll|ll||||||||||||T||}|Ollll||||||l|4|5:f[|5|7|l|7|]:||| |]:g‘|9||29-|3|||‘|||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance m/z 60.10 75.96%
60
USSR
12.00 12.20 12.40 12.60
5000 43
29 85 101
0 15 115129144
HRRS ULLLE IUL A IS UL L L LR LR LR UL LU B
mi/z--> 20 40 60 80 100 120 140 160 180 200 220 240 0
Abundance #177853: Maltose LA L L L LB L LB |
3 12.00 12.20 12.40 12.60
5000
29
of 190 145 163 191 507201 - il
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 u@u%ﬁmﬁm'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089516.D

Aca On : 1 Aug 2016 17:56

Operator : UM/SJ

Sample : H4285-17

Misc - AB-SLOPE(0-4)S
ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 10 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.47 5.03 ng 70497 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 87
2 l1-Hexacosanol 382 C26H540 000506-52-5 87
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 58
4 1-Hexadecanol 242 C16H340 036653-82-4 52
AgIndaserbuty %éﬁgéﬂ%ﬁyﬂﬂéaﬁwdﬁﬁiﬁﬂiD0ﬂﬁﬂ314 C19H3803 959275-58-2| 49
m/z 57.10 100.00%
5000 111
lL 13.20 13.40 13.60 13.80
m/z--> 50 160 1%0 260 2%0 350 3%0
Abundance #186969: n-Tetracosanol-1
43 m/z 83.10 88.62%
5000 83
13.20 13.40 13.60 13.80
oL L |
oL ] ,“?l ,M,ml | 140 163 196 238 266 308 336
m/z--> 50 100 150 200 250 300 350
Abundance m/z 43. 85.40%
43
13.20 13.40 13.60 13.80
5000 83
18 111
ol 63 | | | 139 168 196 224 252 278 308 336 304
m/z--> 50 100 150 200 250 300 350 m/z 69. 83.01%
Abundance #197139: Carbonic acid, isobutyl octadecyl ester
7 13.20 13.40 13.60 13.80
5000
83
29 111
Lol e see ez 20 m/z 97.49 ) 80.a6k
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089516.D

Aca On : 1 Aug 2016 17:56

Operator : UM/SJ

Sample : H4285-17

Misc - AB-SLOPE(0-4)S
ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 11 unknownl14.06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .06 2.15 ng 30124 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I.mu.-Fulvalenelbis(cyclopentadi... 360 C20H18V2 1000163-45-2 37
2 Piperonvl alcohol 152 C8H803 000495-76-1 9
3 6.7.8.9-Tetrahvdro-5H-T1.2.41tri... 152 C7H12N4 052333-20-7 9
4 2.3-Dimethoxvtoluene 152 C9H1202 004463-33-6 9
AInganeet 1 onam i 8ean 1091 (14.057 min): BF089516.D (-1085)180 CQQ%ZNZS 014222-60-7| 9
152 m/z 360. 100.00%
5000 179
57 77 I AN L R R
| | | 207 13.80 14.00 14.20 14.40
m/z--> 50 160 1%0 260 2%0 350 3%0
Abundance #190549: [.mu.-Fulvalene]bis(cyclopentadienyl-vanadium)
360 m/z 15210 65.98%
116
294
5000 L B L UL B
13.80 14.00 14.20 14.40
51 181 268
90
NI O 0 OC 50 W W
m/z--> 50 100 150 200 250 300 350
Abundance m/z 179/10 37.37%
152
03 13.80 14.00 14.20 14.40
5000
65 123
39
o--—rrr-r-r-rrr—-—rr———
m/z--> &) 160 1%0 260 2%0 350 3%0 m/z 361.20 25.58M%
Abundance #25646: 6,7,8,9-Tetrahydro-5H-[1,2,4]triazolo[1,5-a]azepin... L L BB I L B
152 13.80 14.00 14.20 14.40
70
5000 43
18
Iy |98 124 m/z 151J10 25.31%
0=+ "|'|'|' f"‘“l "“ '“"' |" U DL I L N UL
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\BF080116\

Data File : BF089516.D

Aca On : 1 Aug 2016 17:56

Operator : UM/SJ

Sample : H4285-17

Misc - AB-SLOPE(0-4)S
ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 12 1-Decanol, 2-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.10 2.13 ng 29824  Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 56
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 56
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 56
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 56
A6m¢%t¥adecag?%Tlm@H¥bW@mmrBRB%H&DG“”@ZﬂZ C14H29C 002425-54-9| 39
85 m/z, 57.10 1Q0.00%
5000 43
\ \|| 13180 1400 1420 1440
m/z--> 50 io éo sb 160 150 150 1éo 180 200 220 250 2éo
Abundance #95994: 1-Decanol, 2-hexyl-
57 m/z, 71.10 4 _.59%
71
5000 43
13.80 14.00 14.20 14.40
0 . 125139154168182196210224
m/z--> 50 Jo éo 80 100 120 140 160 180 200 220 240 260
Abundance m/z| 85.10 8.44%
57
43 7 13.80 14.00 14.20 14.40
5000 85
29 111
125139154168 182196210224238252
R R R S AR AR SRR AR AR SRR AR AARSN SRR V4 < b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 - -
Abundance #119526: 1-Dodecanol, 2-hexyl-
13.80 14.00 14.20 14.40
5000
ol 125139 154168182196210224233252 269 -1 45.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13f80 14Joo 14f20 14f4o '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080116\

Data File : BF089516.D

Acq On : 1 Aug 2016 17:56

Operator : UM/SJ

Sample : H4285-17

Misc - AB-SLOPE(0-4)S
ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 .57 28.3 ng 345404 1 6.48 244043 20.0
unknown6 .25 6.25 112.0 ng 1366460 1 6.48 244043 20.0
Nonadecane 9.96 2.1 ng 42497 3 9.51 407353 20.0
Hexacosane 10.43 3.2 ng 58235 4 10.98 360023 20.0
2-0Octyl benzoate 10.51 2.4 ng 42628 4 10.98 360023 20.0
Undecanoic acid 11.53 4.3 ng 78006 4 10.98 360023 20.0
Tetradecanoic acid 12.32 2.7 ng 38453 5 13.60 280431 20.0
n-Tetracosanol-1 13.47 5.0 ng 70497 5 13.60 280431 20.0
unknown14 .06 14.06 2.1 ng 30124 5 13.60 280431 20.0
1-Decanol, 2-hexyl- 14.10 2.1 ng 29824 5 13.60 280431 20.0
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