LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 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 5.167 249 252 259 rvVB 615603 950474 22.28% 2.552%
2 5.567 284 287 289 rBV 3409415 3493750 81.88% 9.382%
3 6.584 373 376 378 rBvV 3253210 3451295 80.89% 9.268%
4 6.733 386 389 391 rBV 2872079 3971687 93.09% 10.666%
5 6.962 407 409 411 rBV 1019617 898840 21.07% 2.414%
6 7.122 420 423 425 rBV 2795063 3214536 75.34% 8.632%
7 7.522 455 458 460 rBV 2467889 2371543 55.58% 6.369%
8 8.242 519 521 524 rBV 1239922 1119715 26.24% 3.007%
9 9.248 605 609 613 rvB 27740 53188 1.25% 0.143%
10 9.328 613 616 618 rBvY 3208907 4266682 100.00% 11.458%

11 9.716 648 650 651 rBvV 407095 491809 11.53% 1.321%
12 9.933 666 669 671 rBv 102580 112424 2.63% 0.302%
13 10.002 673 675 677 rVB 1442567 1230286 28.83% 3.304%
14 10.425 710 712 714 rVB 160550 156258 3.66% 0.420%
15 10.653 728 732 735 rBV 49396 101246 2.37% 0.272%

16 10.791 741 744 746 rBV 2366755 2417801 56.67% 6.493%
17 10.905 752 754 759 rBV 142706 205837 4.82% 0.553%

18 11.099 768 771 775 rBV2 17708 43944 1.03% 0.118%
19 11.351 790 793 794 rBV 76259 71533 1.68% 0.192%
20 11.488 802 805 806 rBV 1135270 1149243 26.94% 3.086%
21 11.511 806 807 808 rvv 122890 90157 2.11% 0.242%
22 11.556 808 811 813 rvB2 37684 52137 1.22% 0.140%

23 11.774 828 830 832 rBV 206018 161815 3.79% 0.435%
24 12.002 848 850 857 rvv2 245168 361842 8.48% 0.972%
25 12.094 857 858 862 rvB2 30720 46654 1.09% 0.125%

26 12.699 909 911 913 rBV 137657 190175 4._46% 0.511%
27 12.791 917 919 923 rVvVv 110487 137221 3.22% 0.368%
28 12.928 928 931 933 rVB 111586 169904 3.98% 0.456%
29 13.065 941 943 946 rVB 2626586 2833828 66.42% 7.610%
30 13.957 1019 1021 1027 rVB 183918 247544 5.80% 0.665%

31 14.117 1030 1035 1041 rVvVv 893119 1070164 25.08% 2.874%

32 14.505 1064 1069 1070 rBV 27110 52376 1.23% 0.141%
33 14.597 1074 1077 1083 rVV5 556327 138882 3.26% 0.373%
34 14.711 1084 1087 1089 rVvVv 56639 77299 1.81% 0.208%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 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 14.871 1099 1101 1104 rBV 244035 285136 6.68% 0.766%

36 15.157 1123 1126 1130 rBV 76543 156049 3.66% 0.419%

37 15.374 1143 1145 1149 rVB 76328 95613 2.24% 0.257%
38 15.454 1150 1152 1155 rVB 43858 61755 1.45% 0.166%
39 15.522 1155 1158 1160 rBV 58990 78276 1.83% 0.210%

40 15.591 1160 1164 1166 rBV 512446 808804 18.96% 2.172%

41 16.105 1207 1209 1217 rVVv7 31352 105636 2.48% 0.284%

42 16.917 1277 1280 1285 rVB3 31120 63769 1.49% 0.171%

43 17.043 1288 1291 1296 rVB2 33073 67097 1.57% 0.180%

44 17.488 1327 1330 1336 rVB 24998 61305 1.44% 0.165%

45 17.660 1342 1345 1350 rBV6 19496 52263 1.22% 0.140%
Sum of corrected areas: 37237792
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1
Quant Method
Quant Title

: Z:\HPCHEM1\BNA_F\METHODS\8270-
= ASP BNA STANDARDS FOR 5 POINT
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

BFO30316.M
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 3

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

5.17 21.15 ng 950474 1,4-Dichlorobenzene-d4 6.96
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 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 252 (5.167 min): BF085286.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
101 Y A G
480 5.00 520 5.40 5.60
83
o...,....,....,....',':...?.1.4.',...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 61.82%
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 59 G R NI I
480 5.00 520 5.40 5.60
m/z 101.10 24 _.83%
31 101
”'P'”P'”m““““'W“‘W'“W'“'ﬁi'ga'“'“v'”l””l“'w“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 17.54%
68
50 126 142
wﬂmﬁwﬁmﬁmﬁwﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L B B
43 480 5.00 520 5.40 5.60
m/z 41.10 8.88%
5000
101
15
27 & ‘
'“v“'v”m'“ww'Wth““b'“wgﬁw”'VHWH'WH“V'“V”'l G R NI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.73 Concentration Rank 1

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

6.73 88.37 ng 3971690 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Xenon 132 Xe 007440-63-3 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 389 (6.733 min): BF085286.D (-386) (-) m/z 132.10 100.00%
132
5000
68
‘ % 640 6.60 680 7.00
40 54 : : : :
- :|-.|.7.7, g7 | wsus ) m/z 134.10 33.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR L R
6.40 6.60 6.80 7.00
21 51 78 m/z 68.10 31.18%
‘ L1 ‘ | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
SRS RS AR AR
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 19.41%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal A Raamn e B
132 6.40 6.60 6.80 7.00
m/z 96.10 13.94%
5000 67
41 97
53
P o]
||||“i“||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|O§||“|||H|||||||||||||||| e Eammaa
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Decane, 2,3,5-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.54 ng 156258 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 712 (10.425 min): BF085286.D (-710) (-) m/z 57.10 100.00%
57
43
5000
99 '~ 10.20 10,40 10.60 10.80
113
12711154 m/z 43.10 70.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45605: Decane, 2,3,5-trimethyl-
57
43
71
5000 85 RN UL BULLN UL
1020 10.40 10.60 10.80
m/z 71.10 56 .56%
29 99 141
‘ Lo 18 ‘ 169
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240
Abundance
57
43 71 HEURA SURIL BN BURIURN SN
85 10.20 10.40 10.60 10.80
5000 m/z 85.10 42 _.35%
29 99
113
15 127141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64571: Pentadecane b S B e I
57 10.20 10.40 10.60 10.80
43 m/z 41.10 32.98%
71
5000 85
29 99
s | L L % s ey 183 212
m/z--> 20 Jo éo 80 160 150 150 160 180 200 220 240 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.90 3.58 ng 205837 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 754 (10.905 min): BF085286.D (-752) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.60 10.80 11.00 11.20
141
169 m/z 71.10 69.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 SR DAL SN SR AR
4 mmmmnmnm
m/z 43.10 62.09%
Ll J 1%3 141 169 197212 240
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
10,60 10.80 11,00 1120
5000 m/z 85.10 49 _.36%
41 85
113 141 169 282
mﬂwﬁmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane R B NER
57 10.60 10.80 11.00 11.20
m/z 41.10 29.00%
85
5000
4
113
‘ A A 197 225 25368 296
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.82 ng 161815 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 830 (11.774 min): BF085286.D (-828) (-) m/z 57.10 100.00%

57

5000

11.40 11.60 11.80 12.00
m/z 71.10 67.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000
11.40 11.60 11.80 12.00
4 m/z 43.10 64.87%
‘ L [P e 169 107 205 osspes 296
.”,””P.”P”.P”q.”wnulnup.npn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R A EEEEERERES
85 11.40 11.60 11.80 12.00
5000 A m/z 85.10 48.15%
113
25 141 169 197212 240
WTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99476: Nonadecane
57 11.40 11.60 11.80 12.00
m/z 41.10 28.75%
85
5000 4
B O L B L e  RAARNEREAELnann SRRy Ry R e EERERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.00 6.30 ng 361842 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecane, l1-chloro- 288 C18H37ClI 003386-33-2 14
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 11
Abundance Scan 850 (12.002 min): BF085286.D (-848) (-) m/z 73.10 100.00%
43 60 7B
5000
85 129
8 115 o Aol o o
143 157 171 185 99 213 nmnmnmnmnm
1991 22T 296 m/z 43.10  90.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73

5000 R R e
11. 60 11. 80 12. 00 12 20 12. 40

m/z 60.10 84 .19%

256
IL ] \ H H\ }01;}5 T 143157171185199213227242 |

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

60 73

43 LI o e
11.60 11.80 12.00 12.20 12.40

5000 129 m/z 57.10 73.74%

29
87 15 tr 214
101 143 157 185
I B o o B O R REREEEEERS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

#83686: Pentadecanoic acid N I L B L B I
43 60 73 11.60 11.80 12.00 12.20 12.40

m/z 41.10  70.72%
29
“ H‘\ H‘u‘ )
T T T

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Tetradecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.79 2.39 ng 137221 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 87
2 Dodecanoic acid 200 C12H2402 000143-07-7 74
3 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
4 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 15
5 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 15

Abundance Scan 919 (12.791 min): BF085286.D (-917) (-) m/z 73.00 100.00%

43
5

5000

12.40 12.60 12.80 13.00 13.20
m/z 43.10 87.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
43 5
5000 LA L B L B L B L L L L
129 1240 1260 12.80 13.00 13.20
15 185 228 m/z 60.10 84.31%
1011 143157171 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
R e
43 12.40 12.60 12.80 13.00 13.20
5000 5 m/z 57.10 79.25%
129
29 157 200
87 101115 171
15 143 185
wmmﬂwm’mmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12420: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- e R REma R S S
43 60 12.40 12.60 12.80 13.00 13.20
m/z 55.10 72.62%
129
5000
| ‘ 87101
‘ Il u
RARRRRRR SRS T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13 00 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 1-Heneicosyl formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.96 4.63 ng 247544 Chrysene-d12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
3 1-Nonadecanol 284 C19H400 001454-84-8 93
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 93
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 1021 (13.957 min): BF085286.D (-1019) (-) m/z 57.10 100.00%
57
13.60 13.80 14.00 1420
m/z 83.10 96.79%
m/z--> 50 100 150 200 250 300
Abundance #137330: 1-Heneicosyl formate
57
5000 RN AN UL RIS B
13.60 13.80 14.00 14,20
m/z 43.10 92.70%
‘ “ ‘ ‘\ \ 139 ‘u 167 196 222 266 29\4 322340
m/z--> 50 200 250 300 '
Abundance
57 83
13.60 13.80 14.00 1420
5000 111 m/z 55.10 89.71%
29
139 168 191210 238 266 205
m/z--> 50 100 150 200 250 300 '
Abundance #108955: 1-Nonadecanol R R &
13.60 13.80 14.00 14.20
m/z 69.10 85.58%
- JAM\
111
m/z--> 50 100 150 200 250 300 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

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

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 10 Heptafluorobutanoic acid, h... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.60 ng 138882 Chrysene-d12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 76
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 76
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 76
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 68
5 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 68
Abundance Scan 1077 (14.597 min): BF085286.D (-1074) (-) m/z 57.10 100.00%

240
5000 111

o
=7

w

©

~

149 185213 BN LI L L L L ) L
‘|3|1231 302 14.20 14.40 14.60 14.80 15.00

L 'm/z 83.10 94.09%

‘H{139 182 210

T
m/z--> 50 100 150 200 250 300 350 400 14. 20 14. 40 14. 60 14. 80 15. 00

m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
5000 LA L L L L L LB
111 14 20 14. 40 14. 60 14. 80 15. 00
29 ‘ ‘ m/z 69.10 92.64%
139 169 238
U JUNG I N
m/z--> 50 200 250 300 350 400
Abundance
57 83
RS e e s e
14.20 14.40 14.60 14.80 15.00
5000 111 m/z 55.10 90.36%
29
139 168 101210 238 2e6 295
T T T T T e T T ——T
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester e EEARSEEaL TS
3 14.20 14.40 14.60 14.80 15.00
83 m/z 97.10 86.38%
5000
‘ 111
n
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 11 Dodecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .87 7.05 ng 285136 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 70
2 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 64
3 7-Nonenamide 155 C9H17NO 090949-53-4 47
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 43
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 43

Abundance Scan 1101 (14.871 min): BF085286.D (-1099) (-) m/z 59.10 100.00%

59

5000

%

83

14.60 14.80 15.00 15.20
m/z 72.10 75.60%

114 449

170 190 209 235 263

294 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55487: Dodecanamide
59
5000 LA L L L LB LB LN
14.60 14.80 15.00 15.20
28 m/z 55.10 51.69%
86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
T T
14.60 14.80 15.00 15.20
5000 m/z 41.10 32.83%
41
126
98
81 154 184 53 220238 264281
WWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #26840: 7-Nonenamide B A RRREE R
59 14.60 14.80 15.00 15.20
m/z 69.10 29.90%
4
155
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 12 Phthalic acid, heptyl octyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.36 ng 95613 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid, heptyl octyl ester 376 C23H3604 088216-58-4 80
2 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 56
3 1,2-Benzenedicarboxylic acid, is... 418 C26H4204 001330-96-7 56
4 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-19-0 56
5 Dibutyl phthalate 278 C16H2204 000084-74-2 50
Abundance Scan 1145 (15.374 min): BF085286.D (-1143) (-) m/z 149.10 100.00%
149
5000 ﬂwVA\J\\A“_A’JA&
TPrTTTITTT T T T T T T T T
43 15.00 15.20 15.40 15.60
71
il e 100123 | 167188207225 261279 307 m/z 150.10  9.23%
m/z--> 50 100 150 200 250 300 350
Abundance #150413: Phthalic acid, heptyl octyl ester WJM
149
5000 A SRR IS SRR I
15.00 15.20 15.40 15.60
m/z 43.10 8.86%
‘ I m 76 104123 | 167 247°%° 292 376
m/z--> 50 100 150 200 250 300 350
Abundance
149
15.00 15.20 15.40 15.60
5000 m/z 57.10 6.94%
41
76 104122 | 167 205°% 261979 334
m/z--> 50 100 150 200 250 300 350
Abundance #160008: 1,2-Benzenedicarboxylic acid, isodecy! octyl ester B e e N
149 15.00 15.20 15.40 15.60
m/z 55.10 5.76%
5000 \\“-ﬁ”‘—\fij/\_v\#Nmﬁygv—-
20 | 5 83104123 | 167 261279 307
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 13 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.61 ng 105636 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 70
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 70
3 1-Octadecene 252 C18H36 000112-88-9 52
4 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 52
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 43
Abundance Scan 1209 (16.105 min): BF085286.D (-1207) (-) m/z 57.10 100.00%
57 97
5000 4
126 153169 199 LI L L
15.80 16.00 16.20 16.40
m/z 97.10 86.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98169: 1-Nonadecene
5000 AU SRR NN B
29 15.80 16.00 16.20 16.40
139 266 m/z 83.10 81.63%
m»'%Mmmmmmmmmmmmmmm
Abundance
55 83
15.80 16.00 16,20 1640
5000 111 m/z 55.10 73.86%

266
139 168 194210 238

m@mﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89783: 1-Octadecene R EEERR RS S
15.80 16.00 16.20 16.40

m/z 69.10 70.27%

5000

139 168 106 224 252
I
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085286.D

Acq On : 9 Mar 2016 5:35

Operator : UM/SJ

Sample : H1703-12

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.17 21.1 ng 950474 1 6.96 898840 20.0
unknown6.73 6.73 88.4 ng 3971690 1 6.96 898840 20.0
Decane, 2,3,5-tri... 10.42 2.5 ng 156258 3 10.00 1230290 20.0
Heptadecane 10.90 3.6 ng 205837 4 11.49 1149240 20.0
Heneicosane 11.77 2.8 ng 161815 4 11.49 1149240 20.0
n-Hexadecanoic acid 12.00 6.3 ng 361842 4 11.49 1149240 20.0
Tetradecanoic acid 12.79 2.4 ng 137221 4 11.49 1149240 20.0
1-Heneicosyl formate 13.96 4.6 ng 247544 5 14.12 1070160 20.0
Heptafluorobutano... 14.60 2.6 ng 138882 5 14.12 1070160 20.0
Dodecanamide 14.87 7.0 ng 285136 6 15.59 808804 20.0
Phthalic acid, he... 15.37 2.4 ng 95613 6 15.59 808804 20.0
1-Nonadecene 16.11 2.6 ng 105636 6 15.59 808804 20.0
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