LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 6G4241-10

Misc :

ALS Vial : 22 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-BF103015.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 5.058 256 260 267 rVB 1873131 2948669 42.91% 4_.796%
2 5.470 293 296 299 rBVY 4294169 5459889 79.46% 8.880%
3 6.499 382 386 388 rBY 5089916 5646759 82.17% 9.184%
4 6.636 395 398 400 rBY 5764784 6403354 93.18% 10.415%
5 6.864 415 418 420 rBV 1221536 1117112 16.26% 1.817%
6 7.024 429 432 434 rVB 4397137 4648829 67.65% 7.561%
7 7.424 464 467 469 rBV 3319949 3603483 52.44% 5.861%
8 8.144 528 530 533 rVB 1379382 1364815 19.86% 2.220%
9 9.105 611 614 616 rBV 104152 92591 1.35% 0.151%
10 9.230 622 625 627 rBY 6920113 6790240 98.81% 11.044%

11 9.619 657 659 661 rBVY 1321005 1094169 15.92% 1.780%
12 9.847 677 679 681 rVB 91929 71061 1.03% 0.116%
13 9.905 681 684 686 rBY 1886022 1772364 25.79% 2.883%
14 10.316 715 720 722 rBV 93609 168248 2.45% 0.274%
15 10.350 722 723 724 rVB 130060 90421 1.32% 0.147%

16 10.568 739 742 745 rBV 96518 120114 1.75% 0.195%
17 10.693 750 753 755 rVV 4567064 4857021 70.68% 7.900%
18 10.819 762 764 769 rVB 230640 328593 4.78% 0.534%
19 11.265 801 803 805 rBvV 219098 208866 3.04% 0.340%
20 11.299 805 806 808 rvB 107750 86194 1.25% 0.140%

21 11.379 811 813 816 rVvV2 1441246 1594163 23.20% 2.593%
22 11.688 838 840 843 rVB 131790 170868 2.49% 0.278%
23 11.859 852 855 859 rBV5 23607 79856 1.16% 0.130%
24 11.928 859 861 863 rBvV 482086 545661 7.94% 0.887%
25 12.099 874 876 878 rVB 169433 134882 1.96% 0.219%

26 12.488 908 910 912 rVB 148188 118786 1.73% 0.193%
27 12.705 927 929 936 rBV 147890 190014 2.77% 0.309%
28 12.865 941 943 946 rVB 96771 123458 1.80% 0.201%
29 12.979 950 953 955 rBV 6440197 6871670 100.00% 11.177%
30 13.219 972 974 976 rVB 105265 109324 1.59% 0.178%

31 13.459 989 995 997 rBV 348484 496242 7.22% 0.807%
32 13.562 1002 1004 1006 rVB 89017 99765 1.45% 0.162%
33 13.871 1029 1031 1037 rBV3 374346 589559 8.58% 0.959%
34 14.019 1041 1044 1046 rBV 1819998 1691979 24.62% 2.752%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 64241-10

Misc :

ALS Vial : 22 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 14.202 1058 1060 1066 rVB 138309 154467 2.25% 0.251%

36 14.511 1085 1087 1089 rBV 127856 138477 2.02% 0.225%
37 14.808 1111 1113 1116 rVB 102512 105143 1.53% 0.171%

38 15.139 1140 1142 1145 rVB 78571 88784 1.29% 0.144%

39 15.448 1166 1169 1172 rBV 965237 1163554 16.93% 1.892%

40 15.928 1208 1211 1213 rBV 45398 71717 1.04% 0.117%

41 18.443 1428 1431 1439 rVB4 20385 71809 1.05% 0.117%
Sum of corrected areas: 61482970
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110515\

BF082715.D

4 Nov 2015 22:08

umsiz

G4241-10

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M

Quant Title

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082715.D

6.64
6.50

5.47

5.06

7.02

6.86

7.42

8.14

Time-->

OF=rmrry

3.50 4.00 4.50

5.00 5.50

6.00 6.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082715.D
12.98

10.69

9.90
11.38

11.93
9.1

ogs  uBEos 082 My 1160 461210

I 13,46 13.
1%4921Q3: I%ZZ‘Q%SG

14.02

8

14.20 14.51 14.81
A A A

Time-->

Or—r——

10.00 11.50 12.00 12.50

10.50

9.00 9.50 11.00 13.00

13.50

14.00

14.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000
65.14 AA

TIC: BF082715.D

15.45

15.93 18.44

Time-->

Of——

18.00 18.50

15.50 16.00

16.50 17.00 17.50

19.00 19.50

20.00

20.50

21.00

8270-BF103015.M Thu Nov 05 15:00:44 2015

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 6G4241-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3

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

5.06 52.79 ng 2948670 1,4-Dichlorobenzene-d4 6.86
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.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 260 (5.058 min): BF082715.D (-256) (-) m/z 43.10 100.00%
48
59
5000
o T3B0 Sho 520 540
o...,....,....,....I,'::..?.l.~!.|,...‘??....,E.‘~.3..,....~,|....,....,....,....,...., m/z 59.10 60.99%
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 L R IR LI I
59 480 500 520 540
m/z 101.10 20.06%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
" 480 500 520 540
5000 M m/z 58.10 14 .85%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LIS L L L l T
43 480 500 520 540

m/z 41.10 9.62%

5000
15 - 101
‘ 27 56 ‘
AT Ll | 86 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 6G4241-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.64 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.64 114.64 ng 6403350 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 398 (6.636 min): BF082715.D (-395) (-) m/z 132.10 100.00%
132
5000 68
20 s ‘75 % 640 6.60 6.80 7.00
104 . . . .
Obrr e b e Ol i - &L e b S b | mM/Z 68.10 47.87%
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 N
5000 R R I L R
6.40 6.60 6.80 7.00
78 m/z 134.10 34 .63%
31 38 Sﬁ
0"P'”I”'W'”M'h'P'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 30.84%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 6.40 6.60 6.80 7.00
m/z 69.10 19.98%
5000
33 44 o g7 105
78
o Ve | | us |
O e N | SN SRMRMRENRY G A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 6G4241-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.82 4.12 ng 328593 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 764 (10.819 min): BF082715.D (-762) (-) m/z 57.10 100.00%
57
5000 85
3 113 10.40 10.60 10.80 11.00 11.20
Orrreprrrlbel e e A 224 288 207 oy m/z 43.10 74.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73966: Hexadecane
57
5000 85 R SR DU BRI B
10. 40 10. 60 10. 80 11. oo 11. 20
- 13 m/z 71.10 65.16%
it b AL 00 107 28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
g5 10,40 10,60 10.80 11.00 11.20
5000 m/z 85.10 38.31%
29 113

141 169 197 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #91035: Octadecane e B o ma S L

57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 35.64%

5000 85
29
0 o ‘ i u\ 1}3 | 1‘\11 169 197 225 254

e e e e e e R B AR R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 6G4241-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.26 2.62 ng 208866 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 803 (11.265 min): BF082715.D (-801) (-) m/z 57.10 100.00%
57
5000 85
13 192 11,00 11,20 11.40 11.60
0..-.‘, bl .?4,6.16.8..' S m/z 43.10 71.89%
m/z--> 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl-
57
5000 85 L L S B B
11.00 11.20 11.40 11.60
m/z 71.10 61.20%
113, 154
ol 38 L | |18 7] 188 211 230 281
m/z--> 50 100 150 200 250 300 350
Abundance
57
11,00 11,20 11.40 11.60
5000 m/z 85.10 39.79%
85
oL 3141 260 97 225 253 31323 36 ago
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane BT I e T
57 11.00 11.20 11.40 11.60
m/z 41.10 31.59%
5000 85
29 113
0 | ‘ I I | r 1141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 6G4241-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.14 ng 170868 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Eicosane 282 C20H42 000112-95-8 90
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 86
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 840 (11.688 min): BF082715.D (-838) (-) m/z 57.10 100.00%
57
5000
113 11.40 11.60 11.80 12.00
o 141156 181199 228 77 43.10 77 735
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane
57
5000 LR BRI B S SULRA
a5 nmnmnmnm
4 m/z 71.10 58.80%
o 26 L L ‘ 13 141 teeiss 226
m/z--> 25 45 eb éo 160 150 110 160 180 200 220 240 260 2éo 360
Abundance
57 N
11.40 11.60 11.80 12.00
5000 m/z 85.10 39.70%
85
41
ol 20 113 141 169 197 225 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ﬂJ
Abundance #122578: Tridecane, 1-iodo- B i AL i
57 11.40 11.60 11.80 12.00
m/z 41.10 35.33%
5000 85
4
183
ol 26 ‘\ b 195 ] 310
m/z--> 25 45 65 éo 160 120 140 160 180 200 220 240 260 2éo 360 1f40 1160 1180 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 6G4241-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.93 6.85 ng 545661 Phenanthrene-d10 11.38
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 Dodecanoic acid 200 C12H2402 000143-07-7 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 20

Abundance Scan 861 (11.928 min): BF082715.D (-859) (-) m/z 73.10 100.00%
43 60 73
5000 129
97 185 213
TS 1 g 18717118 o | ooy 256 11.60 11.80 12.00 12.20
o m/z 60.10 86.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000 UL B SRR ISR SRR
nmnmnmnm
m/z 43.10 84.48%
o I “\ il }01}15129143157171185199213227239 226
m/z--> 25 Jo 80 100 150 150 1éo 180 200 220 240 260
Abundance
60 73
43 11'60 11.80 12,00 12.20
5000 29 129 m/z 57.10 71.25%
87 15 =h 214
101 143 157 185
0 197
m/z--> 25 Jo éo 85 160 150 150 1éo 180 200 220 250 2éo
Abundance #56043: Dodecanoic acid R T
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 69.18%
5000
129 157 200
7 101 115
143 | 171
OII“IIII”IIITIIIIIIHI |‘||‘i‘||||‘|||||18|3|||“::::  Emma s e A ma
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\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 6G4241-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.25 ng 190014 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 59
2 Amvl Nitrite 117 C5H11NO2 000110-46-3 43
3 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 35
4 1.3.2-Oxathiaborole. 2-ethvl- 116 C4H9BOS 1000161-40-3 27
5 Undecane 156 C11H24 001120-21-4 11
Abundance Scan 929 (12.705 min): BF082715.D (-927) (-) m/z 43.10 100.00%
43 57 73
5000
o7 129
115 185 241 12.40 12.60 12.80 13.00
143 161 199214227 2 2 2
O e 20 "m/z 73.10 86.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73
43
5000 129 12.40 12.60 12.80 13.00
29 7 s 185 228 m/z 57.10 85.03%
01 143,:7171
0 : T I‘I‘I I\I‘I\I A Eaan Iuh ‘: . ‘Hl‘ : |‘M= T ‘: |:|I-?7|‘i“| : I‘wl Illgwgllzfl'? - RaREmEaeS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 57
12:40 12.60 12.80 13.00
5000 n m/z 55.10 83.65%
27
oL 14 85 102117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12420: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- R e REEREm
43 60 12.40 12.60 12.80 13.00
m/z 60.00 79.34%
129
5000
87 101
o.np.ana 114
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\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 6G4241-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.46 5.87 ng 496242 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 72
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 64
4 2-Hvdroxv-2.4-dimethvl-hept-6-en... 156 C9H1602 1000192-56-0 43
5 1,7-Octanediol, 3,7-dimethyl- 174 C10H2202 000107-74-4 38
Abundance Scan 995 (13.459 min): BF082715.D (-989) (-) m/z 59.10 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082715.D

Aca On > 4 Nov 2015 22:08

Operator : UM/I1Z

Sample : 6G4241-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 Bromoacetic acid, octadecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.97 ng 589559 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 1031 (13.871 min): BF082715.D (-1029) (-) m/z 57.10 100.00%
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Abundance #154046: Bromoacetic acid, octadecyl ester
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110515\
Data File : BF082715.D

Acq On > 4 Nov 2015 22:08

Operator : UM/1Z

Sample : G4241-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.06 52.8 ng 2948670 1 6.86 1117110 20.0
unknown6 .64 6.64 114.6 ng 6403350 1 6.86 1117110 20.0
Hexadecane 10.82 4.1 ng 328593 4 11.38 1594160 20.0
Eicosane, 10-methyl- 11.26 2.6 ng 208866 4 11.38 1594160 20.0
Eicosane 11.69 2.1 ng 170868 4 11.38 1594160 20.0
n-Hexadecanoic acid 11.93 6.8 ng 545661 4 11.38 1594160 20.0
Tetradecanoic acid 12.70 2.3 ng 190014 5 14.02 1691980 20.0
9-Octadecenamide, ... 13.46 5.9 ng 496242 5 14.02 1691980 20.0
Bromoacetic acid,... 13.87 7.0 ng 589559 5 14.02 1691980 20.0
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