LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031416\

Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

3?22'6 i H1722-08 170TH-SB-28(0.5-2.5
ALS Vial : 24 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-BF030316.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 5.133 246 249 258 rVB 229089 334923 7.01% 0.688%
2 5.533 281 284 287 rBV 3575776 3986259 83.39% 8.188%
3 6.561 370 374 376 rVvB 3689119 4780267 100.00% 9.820%
4 6.699 382 386 388 rBV 3255410 4697767 98.27% 9.650%
5 6.927 403 406 408 rBVY 857160 1127265 23.58% 2.316%
6 7.076 417 419 422 rVB 2916422 3495334 73.12% 7.180%
7 7.487 452 455 457 rBV 2692318 2799796 58.57% 5.751%
8 7.579 460 463 466 rvVv 94222 165480 3.46% 0.340%
9 7.933 491 494 498 rBvV 43414 60711 1.27% 0.125%
10 8.207 516 518 520 rBV 1859452 1531952 32.05% 3.147%

11 9.282 610 612 615 rVB 3443580 4730371 98.96% 9.717%
12 9.396 621 622 624 rVB 58956 53982 1.13% 0.111%
13 9.682 645 647 648 rBV 1143829 1100565 23.02% 2.261%
14 9.899 663 666 667 rvB 111751 138548 2.90% 0.285%
15 9.968 669 672 674 rvVV 1610813 1593873 33.34% 3.274%

16 10.162 687 689 692 rVB3 48050 83309 1.74% 0.171%
17 10.368 705 707 708 rBV 62420 57572 1.20% 0.118%
18 10.390 708 709 711 rVB 218582 193149 4._.04% 0.397%
19 10.608 726 728 732 rBV 65043 129412 2.71% 0.266%
20 10.756 738 741 743 rBV 2929861 2901277 60.69% 5.960%

21 10.870 749 751 755 rBV 169647 282605 5.91% 0.581%
22 11.316 787 790 791 rBV 121882 123955 2.59% 0.255%
23 11.339 791 792 795 rVB 46218 59839 1.25% 0.123%
24 11.453 799 802 803 rBV 1292486 1583431 33.12% 3.253%
25 11.522 805 808 810 rvB 77105 107974 2.26% 0.222%

26 11.671 819 821 825 rBV2 449418 440594 9.22% 0.905%
27 11.739 825 827 829 rVB 91905 77345 1.62% 0.159%
28 11.899 839 841 843 rBV 61267 81638 1.71% 0.168%
29 11.979 846 848 850 rvv 689791 754682 15.79% 1.550%
30 12.059 853 855 860 rvv2 83948 156793 3.28% 0.322%

31 12.151 860 863 865 rvv 58947 93964 1.97% 0.193%
32 12.231 867 870 875 rvv4 44317 123386 2.58% 0.253%
33 12.493 890 893 895 rBv2 140118 180498 3.78% 0.371%
34 12.539 895 897 899 rvB 53216 76376 1.60% 0.157%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031416\

Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

3?22'6 i H1722-08 170TH-SB-28(0.5-2.5
ALS Vial : 24 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.665 905 908 909 rBvV 443036 724518 15.16% 1.488%

36 12.688 909 910 914 rvVv 736951 677989 14.18% 1.393%
37 12.756 914 916 919 rvv2 269159 318290 6.66% 0.654%
38 12.882 924 927 931 rVV 234439 411927 8.62% 0.846%
39 13.031 938 940 943 rVB 2737834 3352401 70.13% 6.886%

40 13.214 953 956 957 rBV2 42236 60081 1.26% 0.123%
41 13.316 963 965 969 rVB3 42291 74776 1.56% 0.154%
42 13.591 987 989 994 rBV5 26632 48396 1.01% 0.099%
43 13.831 1008 1010 1012 rBV 23194 48105 1.01% 0.099%

44 13.922 1016 1018 1022 rVB 239998 297487 6.22% 0.611%
45 14.082 1028 1032 1039 rBV2 1034223 1410230 29.50% 2.897%

46 14.185 1039 1041 1045 rBV3 29529 73149 1.53% 0.150%
47 14.551 1071 1073 1076 rBV2 57793 96920 2.03% 0.199%
48 14.837 1096 1098 1104 rBV 223834 289406 6.05% 0.594%
49 14.928 1104 1106 1109 rVvVv 79634 97746 2.04% 0.201%

50 15.111 1120 1122 1127 rVB 132712 294162 6.15% 0.604%

51 15.191 1127 1129 1130 rBV 83489 84501 1.77% 0.174%
52 15.419 1146 1149 1152 rVB 76985 126157 2.64% 0.259%
53 15.477 1152 1154 1157 rBV 130810 161821 3.39% 0.332%
54 15.545 1157 1160 1166 rVB 691568 1007248 21.07% 2.069%

55 15.774 1177 1180 1184 rBV5 32129 59182 1.24% 0.122%
56 16.002 1197 1200 1202 rBV 53005 88921 1.86% 0.183%
57 16.414 1233 1236 1240 rVB5 38975 73676 1.54% 0.151%
58 16.494 1241 1243 1246 rVB 37399 59542 1.25% 0.122%
59 16.985 1283 1286 1291 rBV2 58325 143106 2.99% 0.294%
60 17.077 1292 1294 1298 rVB2 35172 77697 1.63% 0.160%
61 17.168 1299 1302 1305 rBV2 29076 78705 1.65% 0.162%
62 17.408 1321 1323 1328 rVB 44004 94986 1.99% 0.195%
63 17.568 1335 1337 1343 rVB7Y 36592 82744 1.73% 0.170%
64 17.774 1352 1355 1358 rVB 45527 88498 1.85% 0.182%
65 18.586 1423 1426 1431 rVB4 27485 74049 1.55% 0.152%
Sum of corrected areas: 48681308
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085442.D

5,53 6/56
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7.49
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1000000 6.93
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Abundance TIC: BF085442.D

3500000 9.28

10.76
3000000 13.03
2500000

2000000{ 821
9.97
1500000 11.45
9.68
1000000

500000

10.39
9.40 9.90 10.1610)37 10.61 -kl T4, ; 131332 13.59
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T
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Abundance TIC: BF085442.D

3500000

3000000
2500000
2000000
1500000

14.08
1000000 15.55

5000003 9o

15.7716.00 1616149 161990817 17.417.5717.77 18.59

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 5.94 ng 334923 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (5.133 min): BF085442.D (-246) (-) m/z 43.10 100.00%
43
59
5000
i Tho 5ho 520 s
83 : : : :
o...,....,....,..3.6.','::..‘??.'rl,....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 59.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR IUARLE UL UL I
59 480 500 520 540
m/z 101.10 21.82%
31 83 g3 101
Ot T T P R P e e e
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 16.50%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime RN e R
43 4.80 5.00 5.20 5.40
m/z 41.10 9.30%
5000
101
oL 15 3 ] 50 6o g6
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.70 Concentration Rank 1

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

6.70 83.35 ng 4697770 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 386 (6.699 min): BF085442.D (-382) (-) m/z 132.10 100.00%
32
5000
68
% 6.0 6.60 6.80 7.00
40 54 75 104 . . . .
o....,...:;-:..“?,.-.-..,‘?%I-.',..'..,..f.‘?,..!.,.'.'..,.1.1.5.,....,-'...,... m/z 134.10 34.65%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR SRS S R
6.40 6.60 6.80 7.00
78 m/z 68.10 32.13%
31 35 ,, 5t
0'”'J”Jhﬁl'WH'”I'”li“"P"W"”I'“'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
A RALNE LS R A
6.40 6.60 6.80 7.00
5000 67 m/z 66.10 20.07%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e ma a e ma a
132 6.40 6.60 6.80 7.00
o7 m/z 96.10 14 .20%
5000 0
31 52
T M P | 78es | a5 U6
m/z--> 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\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 4 Hexanoic acid, 2-ethyl- Concentration Rank 13

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

7.58 2.16 ng 165480 Naphthalene-d8 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 53
4 1,4-Dioxane 88 C4H802 000123-91-1 37
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 33

Abundance Scan 463 (7.579 min): BF085442.D (-460) (-) m/z 73.00 100.00%
B
5000
41
101
| 7.20 7.40 7.60 7.80 8.00
oMl b m/z 88.10  77.28%
m/z--> 50 100 150 200 250 300 350
Abundance #20009: Hexanoic acid, 2-ethyl-
73
\
5000 AR R L S
41 7.20 7.40 7.60 7.80 8.00
101 m/z 41.10 35.22%
oLaol Wl A a0
m/z--> 50 100 150 200 250 300 350
Abundance
88
720 7.40 7.60 7.80 8.00
5000 m/z 57.10 33.04%
41
0 69 158
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 88 7.20 7.40 7.60 7.80 8.00

m/z 87.10 21.93%

[LLe
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 780 8.00

5000
‘;I.OQ 135155173 214 242 272 294313 355
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 5 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.39 2.42 ng 193149 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Pentadecane 212 C15H32 000629-62-9 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 709 (10.390 min): BF085442.D (-708) (-) m/z 57.10 100.00%

57
43

71

5000

99 10.00 10.20 10.40 10.60 10.80

113127141155169

o m/z 43.10 70.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 TTT T[T TTTT TT T
85 10 00 10. 20 10. 40 10 60 10 80
29 m/z 71.10 60.13%
o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o7
T
71 10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 40.01%
85
29
oL15 99113127141155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane R AR R a s mE T
57 10.00 10.20 10.40 10.60 10.80
43 m/z 41.10 34.86%
71
5000 85
29
015 ‘\ Il ﬂ9113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10. 20 10. 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 6 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.57 ng 282605 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 751 (10.870 min): BF085442.D (-749) (-) m/z 57.10 100.00%
57
71
43
5000
99 T T T T
113127141155169 10.60 10.80 11.00 11.20
I s 4 m/z 71.10 75.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36157: Dodecane
43 57
71
5000 LN BRI UL U SR
85 10 60 10. 80 11. oo 11. 20
29 m/z 43.10 61.84%
L s 0
m/z--> ﬁo Jo éo 50 160 150 150 160 180 200 220 240 2éo 2§o
Abundance
57
a3 SR AR SN UL B
71 10.60 10.80 11.00 11.20
5000 m/z 85.10 49 .25%
85
29

99
113127141155169183197211225239253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114972: Dodecane, 1-iodo- e LA e BRI S
57 10.60 10.80 11.00 11.20
71 m/z 41.10 28.98%
sooo| 43 85
29 99
R R s Baaasna e e e R ARRARARRS RER S B A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 7 1-Tetradecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.67 5.57 ng 440594 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 97
2 Cyclotetradecane 196 C14H28 000295-17-0 94
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 821 (11.671 min): BF085442.D (-819) (-) m/z 55.10 100.00%
4]
5000
199 1557 101 10 1140 11160 1180 12/00
o m/z 83.10 94 _.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53618: 1-Tetradecene
43
69
s000| 29 83 s PA L SSAS
97 11.40 11,60 11.80 12.00
111 m/z 69.10 86.61%
o L \\ | | 12140154168 19
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
41 69 83 T
11.40 11.60 11.80 12.00
5000 97 m/z 43.10 83.36%
29 111
o 125 159 153 168 196
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)- R B B S O Rt e
55 11.40 11.60 11.80 12.00
m/z 57.10 77.61%
43 69
83
5000 97
29 111
o J 1l Il | 1?5139154168181195 224 252
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 11,40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 8 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.98 9.53 ng 754682 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 848 (11.979 min): BF085442.D (-846) (-) m/z 73.10 100.00%
7B
43
5000 129
I |

213 SN AN
11.60 11.80 12.00 12.20

157171 192

01 m/z 60.00 79.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 256

11.60 11.80 12.00 12.20
m/z 43.10 73.81%

157171

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 RABE SR ma R
57 11.60 11.80 12.00 12.20
5000 m/z 57.10 64.28%
129
9 185 228
2 T13 143 165 | o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83686: Pentadecanoic acid T
43 g 73 11.60 11.80 12.00 12.20
m/z 55.10 61.86%
5000 129

:

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

T T T T
11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 9 1-Pentadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.49 2.28 ng 180498 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanol 228 C15H320 000629-76-5 93
2 1-Hexadecanol 242 C16H340 036653-82-4 87
3 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 81
4 1-Nonadecene 266 C19H38 018435-45-5 81
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 81
Abundance Scan 893 (12.493 min): BF085442.D (-890) (-) m/z 83.10 100.00%

5000
191

-

12.20 12.40 12.60 12.80
m/z 55.10 93.09%

5
139154 176

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75205: 1-Pentadecanol

-

12!20 12.I4O 12.I60 12.I80
125 m/z 69.10 85.40%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
> g3 e S
9 12.20 12.40 12.60 12.80
5000 ’ m/z 97.10 83.32%
29 111
12

5
140154168182196 224

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #162900: 4-Heptafluorobutyryloxyhexadecane T T T
12.20 12.40 12.60 12.80
m/z 43.10 82.86%
5000
2 111
o 125 150 169183 200 224 282

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF030316.M Tue Mar 15 19:18:08 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 10 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.76 4.02 ng 318290 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Methyl 2,6-anhydro-_alpha.-d-alt... 176 C7H1205 1000130-02-0 27
4 Amyl Nitrite 117 C5H11NO2 000110-46-3 22
5 Eicosane 282 C20H42 000112-95-8 11

Abundance Scan 916 (12.756 min): BF085442.D (-914) (-) m/z 43.10 100.00%

43 78

5000 129

:

97

12.40 12.60 12.80 13.00
m/z 73.05  97.48%

185 202
1 157 222 241 284 302

Ol il
m/z--> 20 40
Abundance

80 100 120 140 160 180 200 220 240 260 280 300
#108843: Octadecanoic acid
43 73

5000 129 A s e

5

12.40 12,60 12.80 13.00
m/z 57.10 81.27%

2

Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
BN B B
12.40 12.60 12.80 13.00
5000 129 m/z 55.10 81.13%
28 o . 1 242
o 58 113 180 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #40181: Methyl 2,6-anhydro-.alpha.-d-altroside e
57 73 12.40 12.60 12.80 13.00
m/z 60.00 80.68%
5000
42
Ol J\ il I ”ﬁ8 |?4\ }%7%44 L -
T T T T T T T T T T T T T T T T T T T T T T T T T T _'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—rr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 11 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.92 4.22 ng 297487 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 1018 (13.922 min): BF085442.D (-1016) (-) m/z 57.10 100.00%
41
5000
139 230 13.60 13.80 14.00 14.20
202 . : : :
I 1881255 265 818 "m/z 83.10 96.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98171: 1-Nonadecene
43 97
69
5000 AR S DU RN
mmmmmmmm
125 m/z 43.10 94.72%
o 154 182 210 238 266
m/z--> %&mmmmmmmmmmmmmm
Abundance
43
69 13.60 13.80 14.00 14.20
5000 m/z 55.10 92.57%

97

. 125 153169 195 204 252

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

Abundance #106400: 3-Eicosene, (E)- R e RN L
13.60 13.80 14.00 14.20

m/z 69.10 87 .89%

HH

5000

139 167

-

196 224 252 280
R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 12 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.84 5.75 ng 289406 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 58
2 7-Nonenamide 155 C9H17NO 090949-53-4 49
3 Octadecanamide 283 C18H37NO 000124-26-5 47
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 40
5 Dodecanamide 199 C12H25N0 001120-16-7 38

Abundance Scan 1098 (14.837 min): BF085442.D (-1096) (-) m/z 59.10 100.00%

59

5000

r

14.60 14.80 15.00 15.20

140156 177194212 234 259275 301 320

o m/z 72.10 76.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 LI B L L L L L L L
14.60 14.80 15.00 15.20
41 m/z 55.10 49_.17%
0 18 J H \‘\‘ \‘\ \H Al \\4 7136 154 184 220238 2642?1
uq”upnqunpu.””.”qu”.”.””.”.u”.”.””.”.nnp.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
R e R e e R
14.60 14.80 15.00 15.20
5000 m/z 41.10 31.60%
41
0 LA W/JJ\AﬁL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #108158: Octadecanamide R AN EEEa T S S
59 14.60 14.80 15.00 15.20
m/z 43.10 31.01%
5000
43
oL | ) #1111 156 184 212 24075 283
R AaaE L e e e R AARA RRAAJLEARE RARES SRR LY R e R e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031416\
Data File : BF085442.D

Acq On : 14 Mar 2016 21:26

Operator : UM/SJ

Sample : H1722-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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... 5.13 5.9 ng 334923 1 6.93 1127270 20.0
unknown6.70 6.70 83.3 ng 4697770 1 6.93 1127270 20.0
Hexanoic acid, 2-... 7.58 2.2 ng 165480 2 8.21 1531950 20.0
Eicosane 10.39 2.4 ng 193149 3 9.97 1593870 20.0
Dodecane 10.87 3.6 ng 282605 4 11.45 1583430 20.0
1-Tetradecene 11.67 5.6 ng 440594 4 11.45 1583430 20.0
n-Hexadecanoic acid 11.98 9.5 ng 754682 4 11.45 1583430 20.0
1-Pentadecanol 12.49 2.3 ng 180498 4 11.45 1583430 20.0
Octadecanoic acid 12.76 4.0 ng 318290 4 11.45 1583430 20.0
1-Nonadecene 13.92 4.2 ng 297487 5 14.08 1410230 20.0
9-Octadecenamide, ... 14.84 5.8 ng 289406 6 15.55 1007250 20.0
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