LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 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-BF073015.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 2.178 4 8 11 rBV 55173 87279 1.94% 0.203%
2 3.218 97 99 113 rBV2 65086 214590 4_76% 0.499%
3 4._407 201 203 207 rBvY 188764 236001 5.24% 0.549%
4 5.058 256 260 269 rBV 2576226 3805793 84.44% 8.854%
5 5.459 292 295 298 rBV 3516332 3952807 87.70% 9.196%
6 5.859 328 330 333 rvB 114686 149926 3.33% 0.349%
7 6.476 381 384 387 rVV 2938547 4507072 100.00% 10.486%
8 6.624 394 397 399 rBV 3286695 4304365 95.50% 10.014%
9 6.853 415 417 419 rBV 1083215 939306 20.84% 2.185%
10 7.013 428 431 433 rBV 2269624 2981887 66.16% 6.937%

11 7.413 463 466 468 rBV 2776117 2785740 61.81% 6.481%
12 7.493 468 473 479 rVB 55589 78499 1.74% 0.183%
13 8.133 526 529 531 rVB 1284366 1152280 25.57% 2.681%
14 9.207 620 623 626 rBVY 3628555 3816449 84.68% 8.879%
15 9.607 655 658 660 rBv 530164 610800 13.55% 1.421%

16 9.882 680 682 685 rvB 1229010 1210748 26.86% 2.817%
17 10.670 748 751 753 rBV 2761684 2712083 60.17% 6.310%
18 10.796 760 762 767 rBV 54674 67224 1.49% 0.156%
19 11.242 799 801 802 rBV 76015 60391 1.34% 0.140%
20 11.368 809 812 814 rVvB 1109977 1204124 26.72% 2.801%

21 11.665 832 838 841 rBV 253950 826740 18.34% 1.923%
22 11.893 857 858 869 rvB 145348 240839 5.34% 0.560%

23 12.076 872 874 876 rVB 49030 47370 1.05% 0.110%
24 12.156 878 881 883 rBV 2563520 2332463 51.75% 5.426%
25 12.614 915 921 923 rBV5 24086 71568 1.59% 0.166%
26 12.682 925 927 933 rVB3 43770 87889 1.95% 0.204%
27 12.854 938 942 944 rVB2 43378 71120 1.58% 0.165%

28 12.945 948 950 953 rBV 2586731 2834595 62.89% 6.595%
29 13.985 1039 1041 1044 rBV 617684 772545 17 .14% 1.797%
30 14.099 1044 1051 1055 rvv4 24765 142341 3.16% 0.331%

31 14.168 1055 1057 1064 rVB 47937 67794 1.50% 0.158%
32 15.402 1162 1165 1168 rBV 443941 611191 13.56% 1.422%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 42983819
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080753.D

5,46
3500000 6.62

3000000 6.48
5.06

7.41

2500000
7.01

2000000
1500000 813
1000000

500000

2.18 3.22 441 | 5.86 7.49

O e e L o e e e e A e e s e e L s e s s e e e e B L s s s o o s e |
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: BF080753.D

3500000 921

3000000
10.67

12.16 12.94
2500000

2000000

1500000

9.88 11.37

1000000

500000 [ 11.66
0 ] o0 ot UHEL  am

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: BF080753.D
3500000

T

Egee)

3000000
2500000
2000000
1500000
1000000

500000{ 15.40

e i B i i L i B B

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\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 6

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

4.41 5.03 ng 236001 1,4-Dichlorobenzene-d4 6.85
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, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 203 (4.407 min): BF080753.D (-201) (-) m/z 55.10 100.00%
55 83
5000
43 98
4.00 420 4.40 4.60 4.80
0 ...,....,....,..?7:|,-':..‘.‘?'.|..-.,.‘?“?.,...77.,.:..,....,.... m/z 83.10 81.65%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 [T T
29 98 4.00 4.20 4.40 4.60 4.80
m/z 43.05 37 .09%
0 \‘\‘ 37\‘\\\ 49\ ‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
a1 400 420 440 460 4.80
5000 m/z 98.10 29_47%
27 98
15 69
O "'I'%4"I"'??" "|§?"| "??I' "'?%" T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- R R L
55 4.00 420 4.40 4.60 4.80
83 m/z 39.10 25.56%
5000 41
27 98
1\5 ‘\‘ ‘\\‘ L1l 63 \6? ”
G S S S SRS S IS UL UL UL W [T T
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 2

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

5.06 81.03 ng 3805790 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 260 (5.058 min): BF080753.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 U R UL UL R
480 5.00 5.20 5.40
O Sl 83l 69 778 | w7z 59.10  57.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN RN AR UL AR
59 480 5.00 520 540
m/z 58.10 15.75%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 101.10 14 .55%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e e  h Ran
59 480 5.00 5.20 5.40
m/z 41.10 9.63%
5000
a1 101
15 31 53 69 83
0"w"'w'”'W"“mhh'w'm‘b"“w"'w“'w"'w"'w' HAREE SRR UL UL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 unknown5.86 Concentration Rank 10

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

5.86 3.19 ng 149926 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 25
3 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 12
4 N-Formylmorpholine 115 C5H9NO2 004394-85-8 10
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 330 (5.859 min): BF080753.D (-328) (-) m/z 43.10 100.00%
a3
73
5000
55 100 115 5.60 5.80 6.00 6.20
Ol i el el e e | M7z 73.10  65.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 U R AL U SRR
5.60 5.80 6.00 6.20
m/z 41.10 10.31%
0 2 57y, % e | 83g 100105115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
5.60 5.80 6.00 6.20
5000 58 m/z 42.10 6.90%
15
51
G s R UL RS IR I R RS R WS RAARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8131: 3-Hexanol, 2-methyl- B e
5 78 5.60 5.80 6.00 6.20
m/z 55.10 6.77%
5000
43
o el e | s o 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 unknown6.62 Concentration Rank 1

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

6.62 91.65 ng 4304370 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 397 (6.624 min): BF080753.D (-394) (-) m/z 132.10 100.00%
32
5000 68
20 54 %6 J 620 6.40 6.60 6.80 7.00
o grer | aeus | Tn/z 68.10  40.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 RS RRRESAARS SRR N
620 640 6.60 6.80 7.00
33 44 o 105 m/z 134.10 33.77%
Oll|||||||6|0||||§|0|||||||:!-1|5|||| T
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 9g 116 m/z 66.10 27.65%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal S E m e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.08%
5000 67
97
‘ o ‘ 117
oh --‘.‘- bl 88206 | S 1 | I
m/z--> 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 7 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 5

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

11.66 13.73 ng 826740 Phenanthrene-d10 11.37

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 90

2 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 86

3 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 83

4 Dichloroacetic acid, tetradecyl ... 324 C16H30CI202 083005-02-1 83

5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 83
Abundance Scan 838 (11.665 min): BF080753.D (-832) (-) m/z 57.10 100.00%

43 37

5000

1
125 141154 179 196 11.40 11.60 11.80 12.00

0f m/z 43.10 84 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83705: Oxirane, [(dodecyloxy)methyl]-
57
43
5000 71 LN N N L B B
11.40 11.60 11.80 12.00
29 111 m/z 55.10 63.89%
ol 15 M 1 125140 166 183197
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
R e e EEAREEA
11.40 11.60 11.80 12.00
5000 o m/z 41.10 50.98%
29 97
84 | 111,
o 139 154167181195 224 252
R o o o o e L  RARRA R R R R E s Ry e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #149597: Pentafluoropropionic acid, pentadecyl ester UL o e L
43 57 11.40 11.60 11.80 12.00
m/z 71.10 37.96%
5000
29
0 J 1 125140153 168182 210
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 8
R.T. EstConc Area Relative to ISTD R.T.
11.89 4.00 ng 240839 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 858 (11.893 min): BF080753.D (-857) (-) m/z 43.10 100.00%
48 3
5000
| 157171185 23 e | 1060 1180 1200 1220
Ol m/z 60.00 96.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o .
5000 UL B UL SN SULRA
nmnmnmnm
m/z 73.00 86.87%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
29 11.60 11.80 12.00 12.20
5000 m/z 57.10 84 .00%
129 242
87 199
. 101115 | 143157171185 213996
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid
60 7 11.60 11.80 12.00 12.20
m/z 55.05 79.83%
5000 43
29 129 43
101115 186
0,;;3',\,‘”\'\,‘,,,\ \\ M H \”,1;‘37,17,1, A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 unknownl2.16 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.16 38.74 ng 2332460 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
2 lIsopropyl Myristate 270 C17H3402 000110-27-0 40
3 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 37
4 Methyl _beta.-d-galactopyranoside 194 C7H1406 1000126-04-6 32
5 Undecanoic acid 186 C11H2202 000112-37-8 27
Abundance Scan 881 (12.156 min): BF080753.D (-878) (-) m/z 43.10 100.00%
43
60
5000
102
73 239 256 LUV SURUSE B
| m”ﬁllﬁ 143157171185 109213 %] 11.80 12.00 12.20 12.40
O.P.HHnﬂq.M.""Wh..w.”,”.w.”.“.”,”.w..”,”.w.. m/z 60.00 61.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 6o 73
5000{ 29 NABSUVESUVAESRSAREE
11.80 12.00 12.20 12.40
‘ 129 o3 256 m/z 57.10 52.95%
8 115 1
ok T i "I : .”. |" Iu‘l“”lh\llwl\l r .‘. |1|4:3|:|L|5|7|]:7|]:1|8|5|]:99” .‘. 2|2|7” Ban b e
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
a3 0 102
11.80 12.00 12.20 12.40
5000 73 928 m/z 41.10 46.30%
129 211
o 27 87 115 143157171185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65595: n-Capric acid isopropy! ester RIS
43 11.80 12.00 12.20 12.40
m/z 55.10 44 _44%
5000 27 60
ol il »H G VGl Y SN B b UGS | N
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 unknownl2.68 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.68 2.28 ng 87889 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 35
2 Tetradecanoic acid 228 C14H2802 000544-63-8 35
3 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30
4 n-Decanoic acid 172 C10H2002 000334-48-5 27
5 Methyl 6-0-[1-methylpropyl]-.bet... 250 C11H2206 1000126-15-7 16
Abundance Scan 927 (12.682 min): BF080753.D (-925) (-) m/z 57.10 100.00%
43 97 73
104
5000
12.40 12.60 12:80 13.00
(o} m/z 73.00 94 _.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65565: Tridecanoic acid
60 73
43
5000 129
29 171 12.40 12.60 12.80 13.00
85 115
214 m/z 60.00 89.46%
‘ ‘ 143 157 ‘ 185
0 | H\ 1 ‘M‘ H“ ‘H\\ “llu‘.‘..l‘..l.‘luul. |‘|:|I-|9|7|||“|||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
A
43 SR AN SN SUNSE B
12.40 12.60 12.80 13.00
5000 129 m/z 43.10 84.77%
185
29 85
97 115 143 __171 228
oL 15 157 199511
m/z--> 25 4b eb 85 160 150 150 1éo 180 200 250 250
Abundance #12420: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- B EEmES BE
43 60 12.40 12.60 12.80 13.00
m/z 104.10 67 .43%
129
5000
‘ 87 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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 11 2- Chloropropionic acid, oc... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.10 3.68 ng 142341 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2- Chloropropionic acid, octadec... 360 C21H41CI0O2 088104-31-8 90
2 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 78
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 74
4 1-Heptadecanol 256 C17H360 001454-85-9 64
5 1-Octadecanol 270 C18H380 000112-92-5 64

Abundance Scan 1051 (14.099 min): BF080753.D (-1044) (-) m/z 55.10 100.00%
55
83
5000 111
R e e  ERmEE m
I‘ M I J | 207 281 13.80 14.00 14.20 14.40
o— Loy m/z 43.10 92.12%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 111 LN L L L L L L B |
13.80 14.00 14.20 14.40
29 m/z 57.10 66.88%
139 168 194 224 250 297
o SN - i .
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
R NEAEEEEEEE S ey
111 13.80 14.00 14.20 14.40
5000 m/z 83.10 65.24%
29
. 139 163 196 222 269 332
e e L o e e o e LA L o e s o s oy B B
m/z--> 50 100 150 200 250 300 350
Abundance #145521: Bromoacetic acid, hexadecyl ester
3 13.80 14.00 14.20 14.40
69 m/z 97.05 50.94%
97
5000
123
- T T I T T T T I T T T T I T T T T T T T T I T T
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF073115\
Data File : BF080753.D

Acq On : 1 Aug 2015 1:02

Operator : TP/UM

Sample : G3127-03

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
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]
3-Penten-2-one, 4... 4.41 5.0 ng 236001 1 6.85 939306 20.0
2-Pentanone, 4-hy... 5.06 81.0 ng 3805790 1 6.85 939306 20.0
unknown5 .86 5.86 3.2 ng 149926 1 6.85 939306 20.0
unknown6 .62 6.62 91.7 ng 4304370 1 6.85 939306 20.0
Oxirane, [(dodecy... 11.66 13.7 ng 826740 4 11.37 1204120 20.0
n-Hexadecanoic acid 11.89 4.0 ng 240839 4 11.37 1204120 20.0
unknownl2.16 12.16 38.7 ng 2332460 4 11.37 1204120 20.0
unknownl2 .68 12.68 2.3 ng 87889 5 13.99 772545 20.0
2- Chloropropioni... 14.10 3.7 ng 142341 5 13.99 772545 20.0
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