LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\

Data File : BF083091.D

Aca On - 20 Nov 2015 20:30 Instrument :
Operator : UM/1Z BNA_F

Sample - G4452-07 ClientSampleld :
Misc - RW-20151116-07
ALS Vial : 12 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-BF111915.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 4.841 238 241 253 rVB 1303615 2221906 49.45% 5.807%
2 5.299 278 281 284 rBVY 4089895 4087677 90.98% 10.682%
3 6.350 370 373 376 rBV2 3867228 4492845 100.00% 11.741%
4 6.476 381 384 386 rBVY 3343282 4455523 99.17% 11.644%
5 6.705 401 404 406 rBV 630914 876886 19.52% 2.292%
6 6.853 415 417 420 rBV 2949347 3334604 74.22% 8.714%
7 7.265 450 453 455 rBV 2611449 2465534 54.88% 6.443%
8 7.379 460 463 470 rvVB 42376 55215 1.23% 0.144%
9 7.985 514 516 519 rBVY 1123451 1071179 23.84% 2.799%
10 9.070 608 611 613 rBY 5016284 4465018 99.38% 11.669%

11 9.471 643 646 648 rBvV 928520 969575 21.58% 2.534%
12 9.745 667 670 672 rBV 1124515 1133164 25.22% 2.961%

13 10.191 708 709 711 rBV 70330 60092 1.34% 0.157%
14 10.522 736 738 741 rBV2 1359923 1543136 34.35% 4_.033%
15 10.659 749 750 754 rVB 56280 93090 2.07% 0.243%
16 11.116 788 790 791 rBV 56504 556827 1.24% 0.146%

17 11.219 796 799 801 rBV 1155761 1002885 22.32% 2.621%
18 11.471 818 821 825 rBV 127604 229522 5.11% 0.600%
19 12.019 867 869 874 rvB2 74360 98931 2.20% 0.259%
20 12.294 890 893 898 rBvV 101346 228258 5.08% 0.597%

21 12.648 922 924 927 rBV 86806 91149 2.03% 0.238%
22 12.808 935 938 940 rBV 3650656 3231267 71.92% 8.444%
23 13.734 1016 1019 1025 rBV2 36184 84218 1.87% 0.220%
24 13.848 1027 1029 1033 rVV 1119530 1033994 23.01% 2.702%
25 13.962 1037 1039 1042 rBV2 39953 66146 1.47% 0.173%
26 14.854 1114 1117 1120 rBV2 25347 52599 1.17% 0.137%

27 15.231 1147 1150 1153 rBV 637502 764988 17.03% 1.999%

Sum of corrected areas: 38265228
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEMI\BNA F\DATA\BF112015\
Data File : BF083091.D

Aca On : 20 Nov 2015 20:30

Operator : UM/IZ

Sample . G4452-07

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF111915.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083091.D

Aca On : 20 Nov 2015 20:30

Operator : UM/I1Z

Sample : G4452-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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.

4.84 50.68 ng 2221910 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 241 (4.841 min): BF083091.D (-238) (-) m/z 43.05 100.00%
43
59
5000
1o " 4.60 480 5.00 520
...,....,....,..??n,'.-:..,??.'.,...‘??....,??..,...:,|....,. m/z 59.10 60.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I AL L L
59 460 480 500 5.20
m/z 101.10 18.26%
15 31 101
25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 5.00 520
5000 m/z 58.10 14 .63%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R L REEas pE e
50 4.60 4.80 5.00 5.20
m/z 41.10 8.99Y%
5000
41
29 101
"'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083091.D

Aca On : 20 Nov 2015 20:30

Operator : UM/I1Z

Sample : G4452-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 1-Hexadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.47 4_.58 ng 229522 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 Cvclododecane 168 C12H24 000294-62-2 94
3 Trifluoroacetic acid.n-tridecvl ... 296 C15H27F302 053800-02-5 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 1-Tetradecanol 214 C14H300 000112-72-1 91
Abundance Scan 821 (11.471 min): BF083091.D (-818) (-) m/z 55.10 100.00%
43 %0 69 oq
5000
125 '11.20 11.40 11.60 11.80
140
S 152 108 m/z 57.10 87.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol
43 55
69 g3
97
5000 L B B B B
29 nmumnmnm
11 ’s m/z 69.10 82.64%
Hﬁm\MﬂLthmmm 224
m/z--> ﬁo 45 éo 85 160 150 150 160 180 260 250
Abundance
55
41 e 83 U DU BN AL U
11.20 11.40 11.60 11.80
5000 97 m/z 43.10 82.29%
29 111
125 140 168
'}?I'"'I""I""I""I"" ""I'}?? SRS SRR SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115136: Trifluoroacetic acid,n-tridecyl ester B RERmE R S
43 11.20 11.40 11.60 11.80
55 m/z 83.10 77.17%
69
5000
83
97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 1140 1160 1180
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083091.D

Aca On : 20 Nov 2015 20:30

Operator : UM/I1Z

Sample : G4452-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.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 3-Chloropropionic acid, hep... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.29 4_.55 ng 228258 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 94
2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 91
3 Cvclohexadecane 224 C16H32 000295-65-8 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 893 (12.294 min): BF083091.D (-890) (-) m/z 55.10 100.00%
55
83

69

5000

12.00 12.20 12.40 12.60
m/z 43.10 86.17%

125

140153 189 207 237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
43 57 8

12:00 12.20 12.40 12.60
m/z 83.05 80.76%

5000

29
‘M T 139 154167 182 196210 225238251
el A

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

43 57 83

97
T e
70 12.00 12.20 12.40 12.60

5000 111 m/z 57.10 74 .45%

125
139 1551691831%900222 239 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72491: Cyclohexadecane Al B R
5 g3 12.00 12.20 12.40 12.60

417 69 m/z 69.10 72.03%

139153167181 196 224
et
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12:20 12.40 12.60

97
5000
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF112015\
Data File : BF083091.D

Acq On : 20 Nov 2015 20:30

Operator : UM/1Z

Sample - G4452-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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... 4.84 50.7 ng 2221910 1 6.70 876886 20.0
1-Hexadecanol 11.47 4.6 ng 229522 4 11.22 1002890 20.0
3-Chloropropionic... 12.29 4.5 ng 228258 4 11.22 1002890 20.0
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