LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080833.D
Acq On > 4 Aug 2015 9:44 Instrument :
Operator : TP E?Afs el
- _ lentosampleld :
3?22'6 : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 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-BF080315.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
1 2.167 5 7 10 rBvV 75272 115596 1.73% 0.194%
2 4.384 198 201 206 rBV 339047 399871 6.00% 0.673%
3 5.047 254 259 261 rBV 3843099 6668552 100.00% 11.217%
4 5.447 290 294 296 rBV 5430572 6008832 90.11% 10.107%
5 5.847 327 329 331 rBVY 355659 334931 5.02% 0.563%
6 6.464 379 383 386 rBV 4725243 5685435 85.26% 9.563%
7 6.522 386 388 390 rvB 76016 87076 1.31% 0.146%
8 6.602 392 395 397 rBV 5506158 5683731 85.23% 9.560%
9 6.830 413 415 418 rVB 1337974 1138842 17.08% 1.916%
10 6.990 426 429 431 rBV 4812490 4608295 69.10% 7.751%

11 7.390 461 464 467 rBV 2792434 4220353 63.29% 7.099%
12 8.110 524 527 530 rBV 1462683 1388269 20.82% 2.335%
13 9.196 618 622 624 rBVY 5571158 6550636 98.23% 11.018%
14 9.585 653 656 658 rBV 1091823 914304 13.71% 1.538%
15 9.859 678 680 683 rBVY 1029412 1478146 22.17% 2.486%

16 10.648 746 749 752 rBV2 2849751 3958937 59.37% 6.659%
17 10.773 758 760 765 rVB 103763 122931 1.84% 0.207%

18 11.219 797 799 801 rBV 92382 98440 1.48% 0.166%
19 11.345 807 810 812 rBV 1680969 1426527 21.39%% 2.399%
20 11.654 834 837 839 rBV 53660 68961 1.03% 0.116%

21 11.882 854 857 859 rBvV 180360 224925 3.37% 0.378%
22 12.134 877 879 882 rVB 455026 375370 5.63% 0.631%
23 12.762 931 934 937 rBV2 67721 123541 1.85% 0.208%
24 12.934 946 949 951 rBV 4545165 4196986 62.94% 7.059%
25 13.414 987 991 995 rBV 1617026 1605941 24.08% 2.701%

26 13.482 995 997 1004 rVB3 29766 86533 1.30% 0.146%
27 13.974 1037 1040 1042 rBV 939211 853424 12.80% 1.435%

28 14.157 1047 1056 1068 rBv4 33845 192550 2.89% 0.324%
29 15.391 1161 1164 1166 rBV 561127 834243 12.51% 1.403%

Sum of corrected areas: 59452178
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

3?22 le G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080833.D
5,45 6|60

5000000 6.46 6.99
4000000 5.05
3000000 7.39
2000000

6. 83 8. 11
1000000

438 5.85
217 \ X
I\l T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T T T T T I T T T T I T T T I T T T T I T T T T I

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080833.D

5000000
12.93

4000000

3000000 10.65

2000000 11.34 13.41

9.58
1000000 9.86 13.97

12.13

J1o.77 1122 11651488 | 12.76| 48 14.16

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF080833.D

5000000

4000000

3000000

2000000

1000000
15.39

R B O R PPl L L B s B i , L

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

ﬁ?ggle : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propane, 1,1-dimethoxy- Concentration Rank 11

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

2.17 2.03 ng 115596 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,l1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
3 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 9
4 Methane, trimethoxy- 106 C4H1003 000149-73-5 9
5 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 9

Abundance Scan 7 (2.167 min): BF080833.D (-5) (-) m/z 75.10 100.00%
75
45 /\
5000
39 ‘ 57 o 220 2.30 2.40 250 2.60
N 1 T RS A m/z 73.10 75.74%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 RN AU UL FURIUA IR U
2.20 2.30 2.40 2.50 2.60
m/z 45.10 53.42%
‘“ il el 87 103
I i s'o &0 70 8 90 100 110
Abundance
73
1220 2.30 2.40 250 2.60
5000 m/z 41.10 41_.74%
45
29
39 || 509 67 101
mz> 20 30 40 50 60 70 8 90 100 110
Abundance #14524: Acetic acid, dimethoxy-, methy! ester PR AS P AR
75 2.20 2.30 2.40 2.50 2.60
m/z 47.10 28.26%
5000
21 47
“ 41 ‘ 89 103
m/z--> 20 30 40 50 6 70 8 9 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

ﬁ?ggle : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4._.38 7.02 ng 399871 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72
3 3-Hexen-2-one 98 C6H100 000763-93-9 72
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72

Abundance Scan 201 (4.384 min): BF080833.D (-198) (-) m/z 55.10 100.00%
55 83
5000 43
98
4.00 4.20 4.40 4.60 4.80
S -7 ¢ S R m/z 83.10 86.92%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 400 420 4.40 4.60 4.80
m/z 43.10 39.57%
23‘M 37/ 49 6167 77 | 92
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
55 83
41 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 29.78%
27 98
15
1 33 49 63 %0 77 91
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3109: 3-Hexen-2-one e
83 4.00 4.20 4.40 4.60 4.80
55 m/z 39.10 26.34%
5000 43
98
29
23| a7 49| 66 77 | o1 |
miz--> 0 10 20 30 40 50 60 70 8 90 100 400 420 4.40 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

ﬁ?ggle : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.05 117.11 ng 6668550 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 3-0Octanol 130 C8H180 000589-98-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 259 (5.047 min): BFO80833.D (-254) (-) m/z 43.05 100.00%
a3
59
5000
1o 480 500 520 540
e 3l sl e e | 77 89.10 - 60.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.10 17 .23%
15 31 101
‘ 1L ‘ L 50 Il ‘ 83 Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 500 520 540
m/z 101.10 16.49%
5000 29 4 83 1
101
51 69 91 112 129
wwmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8114: 3-Hexanol, 4-methyl- Eam BE R S
59 480 5.00 5.20 5.40
m/z 41.10 9.28%
5000 41
31
‘ ‘ 69 87
"w'%?'w'jlw"ﬂiﬁ“'?%Jm""'h"'l'“'l"gﬁ"'w""w"'l'”' U UL LS IR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

ﬁ?ggle : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.85 5.88 ng 334931 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-_alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 38
3 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 10
5 N-FormyIlmorpholine 115 C5H9NO2 004394-85-8 10

Abundance Scan 329 (5.847 min): BF080833.D (-327) (-) m/z 43.10 100.00%
43 73
5000
55 e 100 15 560 580 600 6.20
1 PUSSN 1VRN N S N N m/z 73.10 88.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 URRE UL UL L
5.60 5.80 6.00 6.20
m/z 115.10 11.16%
15 \2\9 37\ ‘\ Ll 5\5\ 67 | 83 190 1]‘-5
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
30 73
43 560 580 6.00 6.20
5000 m/z 41.05 9.39%
15 51 58 83 100 117
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8131: 3-Hexanol, 2-methyl-
5 78 5.60 5.80 6.00 6.20
m/z 55.10 6.99%
5000
43
SNl 1RO P NN SO - | RN ONSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

ﬁ?ggle : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.60 Concentration Rank 2

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

6.60 99.82 ng 5683730 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 395 (6.602 min): BF080833.D (-392) (-) m/z 132.10 100.00%
5000 o8
40 75 ¥ 104 620 6.40 6.60 6.80 7.00
..,....,....,“!.‘.‘?,!!..‘,3%!~.'.|,..'..,..f.‘?,..I.,.'!..,.l.l?.,...., b | m/z 68.10 51.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN AL TR A R
6.20 6.40 6.60 6.80 7.00
78 m/z 66.10 34.36%
‘ 1 H | L
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 134.10 33.60%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2742: 2-Cyclohexen-1-one T e
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.61%
5000
39 96
27
55
"w'ml“'wwfn”u'w"|““?k'w'“'w'“|“'w'“'w'“l“' AR SR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

ﬁ?ggle : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.13 5.26 ng 375370 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 .alpha.-D-Galactopyranoside, methyl 194 C7H1406 003396-99-4 47
3 Undecanoic acid 186 C11H2202 000112-37-8 43
4 Propane, 1-(ethenylthio)- 102 C5H10S 016330-21-5 43
5 Isopropyl Myristate 270 C17H3402 000110-27-0 43
Abundance Scan 879 (12.134 min): BF080833.D (-877) (-) m/z 43.10 100.00%
48
60
5000
‘ ‘ 102
256
1151 157171185100213 239 11.80 12.00 12.20 12.40
"'|""'|| ||.|||. |ﬁ;| JI..‘. el .'...]',4.3...,....,...].'??...l....l,....|||.. m/z 60.00 62 .88%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 s
5000
11.80 12.00 12.20 12.40
m/z 57.10 53.12%
l o \“ \H %01;%5 \ 1431571711851992132272422\6
m/z--> 25 Jo 80 100 150 150 160 180 200 220 240 2éo
Abundance
60
—v—v-|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|-
- 11.80 12.00 12.20 12.40
5000 m/z 41.10 44 .06%
81 45
87 103116 131145 163 195
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #46616: Undecanoic acid B B e B e i e e e
41 807 11.80 12.00 12.20 12.40
m/z 55.10 41.11%
5000
2 129143
‘ Il i h\ o ‘ 157 186
mz> 2% 4 60 80 100' 130 150 18 0 B o 3k 2 11.80 12,00 12,20 12,40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

ﬁ?ggle : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Dodecanamide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.76 2.90 ng 123541 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 50
2 Hexadecanamide 255 C16H33NO 000629-54-9 50
3 Decanamide- 171 C10H21NO 002319-29-1 50
4 Tetradecanamide 227 C14H29NO 000638-58-4 50
5 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 45

Abundance Scan 934 (12.762 min): BF080833.D (-931) (-) m/z 59.00 100.00%

59
5000 43 72

218 e
239 257 12.40 12.60 12.80 13.00

m/z 72.10 42 .69%

86 109 128 189202

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55487: Dodecanamide
59
5000 |||||||||||||A||||||||
72 12.40 12.60 12.80 13.00
28 43 m/z 56.10 40.22%
15 | || 0011281166170 1o
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59
12.40 12.60 12.80 13.00
5000 7 m/z 43.10 36.22%
43
29 86 100114128 142 156 170 184 198 212 226 240 255
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36755: Decanamide- R R RREEEEa
59 12.40 12.60 12.80 13.00
m/z 57.10 28.44%
5000
72
43
86
15 2° || ) 200114898 140465 17
B R B o o A I B R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 40 12 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

ﬁ?ggle : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.41 37.64 ng 1605940 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 83
2 Hexadecanamide 255 C16H33NO 000629-54-9 59
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
4 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 53
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 991 (13.414 min): BF080833.D (-987) (-) m/z 59.10 100.00%
50
5000
41

13.00 13.20 13.40 13.60 13.80
m/z 72.10 53.45%

83 98112126140154168 184108 222238 264 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 LA L L LB LB LB L LB
13. OO 13. 20 13. 40 13 60 13. 80
41 m/z 55.10 38.33%
L4 D58 s oz 2%
R R L L R e S BB R A naE TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
BERREEEE S L
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.05 30.02%
43 255
29 86 100114128142156170184198212226240
wwwmwwmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... T

13.00 13.20 13.40 13.60 13.80
m/z 43.10 24 .68%

5000
3 91 1117195141155170 196 212 229

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. OO 13. 20 13. 40 13 60 13. 80

8270-BF080315.M Tue Aug 04 19:10:32 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

ﬁ?ggle : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Decanol, 2-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.16 4_.51 ng 192550 Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
2 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 87
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 80
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 68
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 64

Abundance Scan 1056 (14.157 min): BF080833.D (-1047) (-) m/z 57.10 100.00%

5000

13.80 14.00 14.20 14.40
m/z 43.05 66.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83804: 1-Decanol, 2-hexyl-
43 5/
5000 LI [ L e
29 13.80 14.00 14.20 14.40
m/z 71.10 45_09%
S 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 13.80 14.00 14.20 14.40
5000 m/z 55.10 44 _59%
29 97

111
125139 168 196

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

Abundance #46870: 1-Octanol, 2-butyl- AR BT S
57 13.80 14.00 14.20 14.40
43 m/z 69.10 36.31%
5000 1
85
29
125
PR 0 e U B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\

Data File : BF080833.D

Acq On > 4 Aug 2015 9:44

Operator : TP

ﬁ?ggle : G3172-02 SIDEWALL-SOUTHEAST-073115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.17 2.0 ng 115596 1 6.83 1138840 20.0
3-Penten-2-one, 4... 4.38 7.0 ng 399871 1 6.83 1138840 20.0
2-Pentanone, 4-hy... 5.05 117.1 ng 6668550 1 6.83 1138840 20.0
2-Pentanone, 4-me... 5.85 5.9 ng 334931 1 6.83 1138840 20.0
unknown6 .60 6.60 99.8 ng 5683730 1 6.83 1138840 20.0
n-Hexadecanoic acid 12.13 5.3 ng 375370 4 11.34 1426530 20.0
Dodecanamide 12.76 2.9 ng 123541 5 13.97 853424 20.0
9-Octadecenamide, ... 13.41 37.6 ng 1605940 5 13.97 853424 20.0
1-Decanol, 2-hexyl- 14.16 4.5 ng 192550 5 13.97 853424 20.0
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