LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088086.D

Aca On : 16 Jun 2016 20:17

Operator : UM/SJ

Sample : H3571-15

Misc :

ALS Vial : 16 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-BF060716.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 1.678 7 8 17 rvv 312876 492588 16.58% 1.641%
2 1.804 17 19 47 rVB 1434714 2971829 100.00% 9.902%
3 4.890 286 289 297 rBV 102457 146642 4_.93% 0.489%
4 5.313 323 326 329 rBVY 2045471 2222881 74.80% 7.407%
5 6.364 415 418 421 rBV 1736057 2247527 75.63% 7.489%
6 6.490 426 429 431 rBVY 2322387 2431694 81.82% 8.102%
7 6.719 447 449 451 rBV 961276 830368 27.94% 2.767%
8 6.879 460 463 465 rBV 1719829 2070194 69.66% 6.898%
9 7.290 496 499 501 rBV 1595950 1709247 57.51% 5.695%
10 7.427 509 511 516 rBV 38997 86454 2.91% 0.288%
11 7.919 552 554 556 rBV 48368 40078 1.35% 0.134%

12 7.999 559 561 564 rBvV 899654 1082141 36.41% 3.606%
13 9.085 653 656 658 rBVY 2748142 2706334 91.07% 9.018%
14 9.485 688 691 693 rBvY 808653 919415 30.94% 3.064%

15 9.691 707 709 712 rBV 36075 43499 1.46% 0.145%
16 9.759 712 715 717 rBV 879768 1228240 41.33% 4._.093%
17 10.193 752 753 755 rVB 127959 93310 3.14% 0.311%
18 10.411 769 772 775 rBV 44911 69027 2.32% 0.230%

19 10.536 781 783 786 rBV2 1201774 1470180 49.47% 4._.899%
20 10.662 792 794 799 rBV 145504 161276 5.43% 0.537%

21 11.108 832 833 835 rBvV 76660 69740 2.35% 0.232%
22 11.234 842 844 845 rBvV 1221597 1123383 37.80% 3.743%
23 11.256 845 846 847 rvV 70776 52785 1.78% 0.176%
24 11.302 847 850 853 rvB3 25482 43061 1.45% 0.143%
25 11.531 868 870 873 rBvV 23656 30768 1.04% 0.103%
26 11.782 889 892 895 rBvV 112373 207277 6.97% 0.691%
27 11.839 895 897 902 rvv 31215 58544 1.97% 0.195%
28 11.942 902 906 911 rVB 21405 42299 1.42% 0.141%
29 12.274 932 935 937 rBvV2 13438 30124 1.01% 0.100%
30 12.434 947 949 951 rBV 86550 87940 2.96% 0.293%

31 12.662 965 969 971 rBv2 101783 152573 5.13% 0.508%
32 12.811 980 982 985 rBV 1470546 1923742 64.73% 6.410%
33 13.062 1000 1004 1005 rBV3 12265 30325 1.02% 0.101%
34 13.348 1027 1029 1031 rBV 31483 30787 1.04% 0.103%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088086.D

Aca On : 16 Jun 2016 20:17

Operator : UM/SJ

Sample : H3571-15

Misc :

ALS Vial : 16 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-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.394 1031 1033 1038 rVB2 14795 36044 1.21% 0.120%

36 13.714 1059 1061 1070 rBV 259244 353161 11.88% 1.177%
37 13.862 1071 1074 1076 rBV 891230 978675 32.93% 3.261%

38 14.034 1087 1089 1095 rVB6 12531 32035 1.08% 0.107%
39 14.251 1103 1108 1109 rBvV 16180 40243 1.35% 0.134%
40 14.354 1114 1117 1123 rVVv5 36866 113288 3.81% 0.377%
41 14.617 1138 1140 1145 rBV3 34627 64132 2.16% 0.214%
42 14.697 1145 1147 1150 rVB 35242 46412 1.56% 0.155%
43 14.868 1159 1162 1165 rBVY 52379 99859 3.36% 0.333%
44 14.937 1166 1168 1170 rBV 41607 61040 2.05% 0.203%
45 15.131 1183 1185 1189 rVB 23591 34717 1.17% 0.116%
46 15.188 1189 1190 1193 rVB 32070 47762 1.61% 0.159%
47 15.245 1193 1195 1198 rBVY 584602 778984 26.21% 2.596%
48 15.668 1229 1232 1234 rBVY 24331 38397 1.29% 0.128%
49 15.714 1234 1236 1239 rBV2 33274 63207 2.13% 0.211%
50 16.148 1272 1274 1280 rVB 19858 45053 1.52% 0.150%
51 16.571 1308 1311 1314 rVV 20046 38784 1.31% 0.129%
52 16.640 1314 1317 1320 rVB2 19151 37693 1.27% 0.126%
53 16.834 1332 1334 1338 rVB3 21859 42215 1.42% 0.141%
54 16.971 1343 1346 1350 rVB 14314 30067 1.01% 0.100%
55 17.063 1350 1354 1357 rBv4 17094 44808 1.51% 0.149%
56 17.966 1430 1433 1438 rVB5 12122 30770 1.04% 0.103%
57 18.869 1509 1512 1518 rVB7 17475 48109 1.62% 0.160%
Sum of corrected areas: 30011727
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061616\
BF0O88086.D

16 Jun 2016 20:17

UM/SJ

H3571-15

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088086.D

Aca On : 16 Jun 2016 20:17

Operator : UM/SJ

Sample : H3571-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 7

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

4.89 3.53 ng 146642 1,4-Dichlorobenzene-d4 6.72
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 289 (4.890 min): BF088086.D (-286) (-) m/z 43.05 100.00%
43
59
5000
T a5 450 500 5k0
83 : - : :
0...,....,....,....','::..,51..-!.|i....,....,.-...,...:,|....,. m/z 59.10 61.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrryrTTTTTTT T T T T T T

460 4.80 5.00 5.20
59 m/z 101.10 21.69%

101
0 21 37| 53 ‘ 67 77 83 o1
R I B S L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e
57 4.60 4.80 5.00 520
5000 m/z 58.10 18.04%
29 101
o 15 37 51 73 83 95
T I T e O s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R  Eamaa
59 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000 41
69 87
15 \ 53 | 98
0...“...,”..,.”.,...w....“...,.”.,...w....“...,. MMIMHSSMBEN Hh NNHMSSS_.
m/z--> 10 20 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088086.D

Aca On : 16 Jun 2016 20:17

Operator : UM/SJ

Sample : H3571-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heptacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.66 2.87 ng 161276 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 794 (10.662 min): BF088086.D (-792) (-) m/z 57.10 100.00%
g7
5000 85
113 140 10.40 10.60 10.80 11.00
ol e s | W/z 43.10 66.46%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 N BN RN SUULAE SO
85 10,40 10,60 10,80 11.00
m/z 71.10 65.21%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
10,40 10,60 10.80 11.00
5000 m/z 85.10 41.77%
85
29
0 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T e
57 10,40 10,60 10,80 11.00
m/z 41.10 28.91%
85
5000
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1&'30 200 250 300 350 10,40 10,60 10,80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088086.D

Aca On : 16 Jun 2016 20:17

Operator : UM/SJ

Sample : H3571-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 3.69 ng 207277 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Octacosyl acetate 452 C30H6002 018206-97-8 15
Abundance Scan 892 (11.782 min): BF088086.D (-889) (-) m/z 73.00 100.00%
c0 /B
43
5000 129
213
157171185 256 AL B BULLN UL B
43 199 11.40 11.60 11.80 12.00 12.20
0 m/z 60.00 80.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR MR SRR
nmnmnmnmnm
m/z 43.10 70.95%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11/40 11,60 11.80 12.00 12.20
5000 129 m/z 57.10 70.40%
29 87
115 | 143 199 242
101 185
s 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #72648: Tridecanoic acid L R m
60 78 11.40 11.60 11.80 12.00 12.20
m/z 55.05 61.75%
43
5000
129
29 ‘ a1 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088086.D

Aca On : 16 Jun 2016 20:17

Operator : UM/SJ

Sample : H3571-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.71 7.22 ng 353161 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1061 (13.714 min): BF088086.D (-1059) (-) m/z 57.05 100.00%

5000

:

R R EEREEEEE e E
230 13.40 13.60 13.80 14.00

0 302 m/z 83.10 98.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

1P6 153165 202

:

5000 LA L L L L LB L L LB
13.40 13.60 13.80 14.00
m/z 55.05 90.92%
0 139 167182 210 238 266 294
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 N t——
97 13.40 13.60 13.80 14.00
5000 m/z 97.10 85.14%
27 125

153 181196 224

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol B i e A,
55 13.40 13.60 13.80 14.00
m/z 43.10 84 .10%
5000
29 139
oL i 167182 210 238 264280 308
BAaasasszany R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088086.D

Aca On : 16 Jun 2016 20:17

Operator : UM/SJ

Sample : H3571-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Pentafluoropropionic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.35 2.32 ng 113288 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 86
2 Octacosanol 410 C28H580 000557-61-9 64
3 1-Tricosene 322 C23H46 018835-32-0 64
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 64
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 64
Abundance Scan 1117 (14.354 min): BF088086.D (-1114) (-) m/z 57.10 100.00%
57 97
5000 X_.xj\v/»/\~j\\ﬁ4ﬂ’”/\‘\AV~
14.00 14.20 14.40 14.60
o} m/z 97.10 84 .24%
m/z--> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57 g3
5000 L B B B B B
14.00 14.20 14.40 14.60
29 m/z 83.10 81.27%
168 196
0,,‘\,\;\4 w 149‘,,,‘ SR S
m/z--> 50 200 250 300 350
Abundance
57
o1 UL IR B B I
14.00 14.20 14.40 14.60
5000 m/z 55.10 77 .26%
125
0 29 77 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #163016: 1-Tricosene R e R B
57 g3 14.00 14.20 14.40 14.60
m/z 43.10 70.25%
= W
111
29
o VUL L L) 150 169 196 204 250 204 322
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061616\
Data File : BF088086.D

Acq On : 16 Jun 2016 20:17

Operator : UM/SJ

Sample : H3571-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.89 3.5 ng 146642 1 6.72 830368 20.0
Heptacosane 10.66 2.9 ng 161276 4 11.23 1123380 20.0
n-Hexadecanoic acid 11.78 3.7 ng 207277 4 11.23 1123380 20.0
1-Heneicosanol 13.71 7.2 ng 353161 5 13.86 978675 20.0
Pentafluoropropio... 14.35 2.3 ng 113288 5 13.86 978675 20.0
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