LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093746.D

Acq On : 18 Mar 2017 11:44

Operator : SJ/MA

Sample : 12263-05

Misc :

ALS Vial : 29 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-BF031817_.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 5.019 271 274 277 rBVY 296390 366138 4._07% 0.592%
2 5.442 308 311 313 rBV 2819601 2644774 29.40%  4.278%
3 6.470 398 401 403 rBV 1994430 1945844 21.63% 3.147%
4 6.607 410 413 416 rBV 3497576 4424660 49.19% 7.156%
5 6.847 432 434 436 rBV 1362344 1252044 13.92% 2.025%
6 7.007 445 448 450 rVB 3947943 4285278 47.64% 6.931%
7 7.407 480 483 485 rBV 3369465 3529883 39.24% 5.709%
8 7.830 515 520 527 rBvV2 74913 191830 2.13% 0.310%
9 8.128 544 546 549 rBV 1801162 1626275 18.08% 2.630%
10 9.213 638 641 643 rVB 5404896 6418055 71.35% 10.380%

11 9.876 697 699 702 rBV 1415473 1780374 19.79%% 2.879%
12 10.665 765 768 771 rBV 2878522 3262810 36.27% 5.277%
13 10.802 778 780 784 rVB 75361 97284 1.08% 0.157%
14 11.042 798 801 804 rBvV 537427 855199 9.51% 1.383%
15 11.362 826 829 831 rVB 1865607 1849546 20.56% 2.991%

16 11.842 868 871 874 rBvV 139387 405087 4_50% 0.655%
17 11.922 874 878 888 rvv 4080205 6697122 74.45% 10.832%
18 12.082 890 892 897 rvv3 35288 100769 1.12% 0.163%
19 12.196 899 902 904 rvv2 91069 146403 1.63% 0.237%
20 12.631 934 940 944 rBV 3046055 8995156 100.00% 14.548%

21 12.699 944 946 951 rVvV 1046605 1630738 18.13% 2.637%
22 12.779 951 953 957 rVB 130526 188662 2.10% 0.305%
23 12.951 965 968 970 rVB 4715757 5278906 58.69% 8.538%
24 12.997 970 972 975 rVB 111738 141171 1.57% 0.228%
25 13.054 975 977 979 rBvV2 81125 127994 1.42% 0.207%

26 13.191 986 989 992 rBV3 48098 95380 1.06% 0.154%
27 13.237 992 993 996 rvv 73530 91035 1.01% 0.147%
28 13.328 999 1001 1006 rvv4 49879 116161 1.29% 0.188%
29 13.865 1045 1048 1051 rBV 87106 139073 1.55% 0.225%
30 13.991 1056 1059 1061 rBV 1580221 1751976 19.48% 2.834%

31 15.397 1179 1182 1185 rBV 931461 1393885 15.50% 2.254%

Sum of corrected areas: 61829512
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\Data\BF031817\

BF093746.D

18 Mar 2017 11:44

SJ/MA

12263-05

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF093746.D

5.44

5.02

7.01

6.61 7.41

6.85

ob—

Time-->  2.00

2.50

3.00

3.50

4.00

4.50 5.00

5.50

6.00

6.50

—r——
7.00

T
7.50

Abundance

5000000

4000000

3000000

2000000

1000000

.83

TIC: BF093746.D
21

11.92

10.66

8.13 11.36

9.88

11.04
J 10.80 jL N

12.95

12.63

.70

2.7813 905319133

0¥

Time-->

8.00

9.50 10.00 10.50 11.00

8.50

9.00 11.50 12.00

12.50 13.00

13.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF093746.D

13.99

15.40

13.8

Time-->

14.00

17.50

18.00

16.50 17.00

15.50 16.00

14.50 15.00

18.50 19.00

8270-BF031817.

M Mon Mar 20 07:33:07 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093746.D

Acq On : 18 Mar 2017 11:44

Operator : SJ/MA

Sample - 12263-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.02 5.85 ng 366138 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 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 274 (5.019 min): BF093746.D (-271) (-) m/z 43.10 100.00%
a3
5000 59
101 IR AN A R
51 | 83 | 4.60 4.80 5.00 5.20 5.40
T m/z 59.10 50.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR AN A R
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 17 .47%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17.16%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R A RmEmmEam s B L
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 7.-.98%
5000
101
15 31 | %8 g9 gp
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093746.D

Acq On : 18 Mar 2017 11:44

Operator : SJ/MA

Sample - 12263-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 2 unknown6.61 Concentration Rank 3

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

6.61 70.68 ng 4424660 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 413 (6.607 min): BF093746.D (-410) (-) m/z 132.10 100.00%
132
5000 68
6 e
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
S— .Gll.l.l BN -7 A NS . S [ N m/z 68.10 43.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S UL SN UL
620 6.40 6.60 6.80 7.00
78 m/z 134.10 32.13%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.0 6.60 6.80 7.00
5000 m/z 66.10 27 .08%
104
66
14 27 37 4451 55 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T Vi Rmman e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.24%
117
5000
39 91
51
27 105
..,”..,.”M,..”hu..4th?ﬁ.lt.“..h,§4.‘:.%ﬁ.ﬂ. T ;%q‘h'“ N IR SRS SRR
m/z--> 10 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\BF031817\
Data File : BF093746.D

Acq On : 18 Mar 2017 11:44

Operator : SJ/MA

Sample - 12263-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.04 9.25 ng 855199 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 801 (11.042 min): BF093746.D (-798) (-) m/z 73.00 100.00%

5000

10.80 11.00 11.20 11.40
m/z 60.00 91.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75069: Tetradecanoic acid
43 73
5000 129 228
10.80 11.00 11.20 11.40
o7 185 m/z 43.10 85.95%
18] || ) 49168 11
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 L&
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
10.80 11.00 11.20 11.40
5000 m/z 41.10 72.81%
o 129 171 214
152 197
WWWT"TWT"TWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83683: Pentadecanoic acid L B B e
43 10.80 11.00 11.20 11.40
m/z 57.10 64 .84%
h A_—/LMM
IL W
TTT TITT T —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093746.D

Acq On : 18 Mar 2017 11:44

Operator : SJ/MA

Sample - 12263-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 5 Z-11-Tetradecenoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.84 4.38 ng 405087 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-11-Tetradecenoic acid 226 C14H2602 1000130-83-3 87
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 83
3 13-Borabicyclo[7.3.0]tridecane, ... 236 C15H29BO 1000156-41-7 81
4 Myristoleic acid 226 C14H2602 000544-64-9 74
5 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 68
Abundance Scan 871 (11.842 min): BF093746.D (-868) (-) m/z 55.10 100.00%
41
69
5000 J¥
R K
236 11.60 11.80 12.00 12.20
S 192 207 m/z 41.10 80.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73741: Z-11-Tetradecenoic acid
41 55
69
5000 L UL BRI I B
83 o 11. 60 11. 80 12. oo 12. 20
1o m/z 69.10 71.00%
208
b 4 11, \HM a1 16879 10,208 226
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
41 55
11,60 11.80 12.00 12.20
5000 69 m/z 43.10 59.48Y%
83 o,
1114, 236
124138152165 179192 218 254
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 200 220 250 '
Abundance #79886: 13-Borabicyclo[7.3.0]tridecane, 13-propoxy-, (2)- ... L AREREEEEES s
41 11.60 11.80 12.00 12.20
55 m/z 83.05 47.08%
5000 69
27 83 96
110, 194
164 236
0 O % N N B Y | G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093746.D

Acq On : 18 Mar 2017 11:44

Operator : SJ/MA

Sample - 12263-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 6 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.92 72.42 ng 6697120 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Dodecane 170 C12H26 000112-40-3 11
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 11
Abundance Scan 878 (11.922 min): BF093746.D (-874) (-) m/z 73.10 100.00%
43 g0 73
5000 129
97 115 213 UUABRIUURRA BN AR
143157171185 oo 227 547 256 11.60 11.80 12.00 12.20
e m/z 43.10 92.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 UL B SRR BN U
nmnmnmnm
21 m/z 60.00 84 .42%
m/z--> "éb“ 'Zb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12.00 12.20
5000 - 129 m/z 57.10 72 .49%
87 15 ah 214
101 143157 185
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid AT
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 71.46%
5000 129
29
s |, S | N
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\BF031817\
Data File : BF093746.D

Acq On : 18 Mar 2017 11:44

Operator : SJ/MA

Sample - 12263-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 6-Octadecenoic acid, (2)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.63 97.27 ng 8995160 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 95
2 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 83
3 l1l4-Pentadecenoic acid 240 C15H2802 017351-34-7 83
4 9-Hexadecenoic acid 254 C16H3002 002091-29-4 81
5 Oleic Acid 282 C18H3402 000112-80-1 55

Abundance Scan 940 (12.631 min): BF093746.D (-934) (-) m/z 55.05 100.00%

69

5000

o

12.40 12.60 12.80 13.00
m/z 69.10 71.12%

151165180194 220235249264 28

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107523: 6-Octadecenoic acid, (2)-

-

5000
264 12.40 12.60 12.80 13.00

m/z 41.10 70.56%

14
137151166180194208%22 246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
74
12.40 12.60 12.80 13.00
5000 m/z 83.10 55.76%
97
123436152 194 236
138 171 268
mﬁmﬂwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82426: 14-Pentadecenoic acid R e BRI
55 12.40 12.60 12.80 13.00
m/z 43.10 55.42%
5000 4l
IZ\T \I‘\ \‘ \‘\
TTr[rrrrprorr T _'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093746.D

Acq On : 18 Mar 2017 11:44

Operator : SJ/MA

Sample - 12263-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.70 18.62 ng 1630740 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 42

Abundance Scan 946 (12.699 min): BF093746.D (-944) (-) m/z 43.10 100.00%

43 57
5000

12140 12,60 12180 13.00 |
S RRRARR REE m/z 73.00 99.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid
43
73 284

5000
712140 12,60 1280 13.:00 |
m/z 57.10 85.57%

1l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73

43
12 40 12.60 12.80 13.00
5000 129 m/z 55.10 77.11%
185
29 87 115 208
15 59 157 199,,5
mmmwwwmwm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid S Emma AR I RARE

43 73 12. 40 12. 60 12. 80 13 00

m/z 60.00 77 .04%

129
5000 29 M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093746.D

Acq On : 18 Mar 2017 11:44

Operator : SJ/MA

Sample - 12263-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.78 2.15 ng 188662 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 58
2 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 43
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 43
4 3-Undecene, 2-methyl-, (E)- 168 C12H24 074630-51-6 37
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 37

Abundance Scan 953 (12.779 min): BF093746.D (-951) (-) m/z 56.05 100.00%

56

5000 41

3

97

129 157 gy 213 239257 12.40 12.60 12.80 13.00
m/z 57.10 55.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
3 12.40 12.60 12.80 13.00
m/z 41.10 42 .46%
26 1 ‘ L ulll% 157 185 213 2?9 2?7 281 312
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Abundance #124073: Hexadecanoic acid, butyl ester
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m/z 55.10 33.78%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093746.D

Acq On : 18 Mar 2017 11:44

Operator : SJ/MA

Sample : 12263-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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]
2-Pentanone, 4-hy... 5.02 5.8 ng 366138 1 6.85 1252040 20.0
unknown6 .61 6.61 70.7 ng 4424660 1 6.85 1252040 20.0
Tetradecanoic acid 11.04 9.3 ng 855199 4 11.36 1849550 20.0
Z-11-Tetradecenoi... 11.84 4.4 ng 405087 4 11.36 1849550 20.0
n-Hexadecanoic acid 11.92 72.4 ng 6697120 4 11.36 1849550 20.0
6-Octadecenoic ac... 12.63 97.3 ng 8995160 4 11.36 1849550 20.0
Octadecanoic acid 12.70 18.6 ng 1630740 5 13.99 1751980 20.0
Hexadecanoic acid... 12.78 2.1 ng 188662 5 13.99 1751980 20.0
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