LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\

Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

3?22 le H2685-02 26WARD-2A-CS-10(6-12FTBGS
ALS Vial : 6 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-BF042716.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 3.424 114 117 127 rVB 29638 66801 1.27% 0.132%
2 4.281 190 192 196 rBv 60067 95804 1.82% 0.190%
3 4.967 249 252 259 rBV 196288 305056 5.79% 0.604%
4 5.378 285 288 290 rBVY 4305173 4816604 91.39% 9.543%
5 5.447 293 294 303 rVB 39676 70581 1.34% 0.140%
6 6.419 375 379 381 rBVY 4103619 4911484 93.19% 9.731%
7 6.544 387 390 393 rBVY 4438659 4742948 89.99% 9.398%
8 6.773 408 410 415 rBV 1070575 1050355 19.93% 2.081%
9 6.933 421 424 426 rBV 3885257 3862788 73.29% 7 .654%
10 7.344 456 460 462 rBV 2994281 3470422 65.85% 6.876%

11 7.436 466 468 476 rVvVv 55007 156030 2.96% 0.309%
12 8.064 520 523 525 rBV 1079884 1377321 26.13% 2.729%
13 8.179 532 533 544 rVB 34142 63826 1.21% 0.126%
14 8.602 567 570 572 rVB2 94075 112995 2.14% 0.224%
15 8.922 595 598 604 rvB2 99044 156350 2.97% 0.310%

16 9.139 614 617 620 rBV 3942225 5270273 100.00% 10.442%
17 9.539 649 652 654 rBvY 794569 801158 15.20% 1.587%

18 9.756 668 671 673 rBv 92947 81596 1.55% 0.162%
19 9.813 673 676 678 rBY 1661033 1577109 29.92% 3.125%
20 9.848 678 679 681 rVB 80755 63945 1.21% 0.127%

21 10.259 710 715 716 rBV 134807 187320 3.55% 0.371%
22 10.362 722 724 727 rBV 47108 62481 1.19% 0.124%
23 10.476 730 734 735 rBV 66778 100234 1.90% 0.199%
24 10.602 742 745 748 rBV 3012293 3390342 64.33% 6.718%
25 10.728 754 756 763 rVB 228876 307227 5.83% 0.609%

26 10.922 768 773 777 rBv4 31413 90797 1.72% 0.180%
27 11.173 793 795 796 rBV 117489 97596 1.85% 0.193%
28 11.299 803 806 810 rBVv2 1018126 1943829 36.88% 3.851%
29 11.368 810 812 817 rVB 113271 165293 3.14% 0.328%
30 11.528 823 826 830 rBV3 47382 86375 1.64% 0.171%

31 11.836 850 853 854 rvv2 80547 143728 2.73% 0.285%
32 11.905 857 859 864 rvB2 95469 154194 2.93% 0.306%
33 12.088 872 875 876 rBvV 94671 107185 2.03% 0.212%
34 12.351 895 898 901 rBv2 157279 271787 5.16% 0.539%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\

Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

3?22 le H2685-02 26WARD-2A-CS-10(6-12FTBGS
ALS Vial : 6 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.499 909 911 914 rBV 615313 577700 10.96% 1.145%

36 12.648 921 924 928 rVB3 24536 54463 1.03% 0.108%
37 12.728 928 931 933 rBV 502665 578570 10.98% 1.146%
38 12.785 933 936 940 rVB3 32969 65506 1.24% 0.130%
39 12.888 942 945 947 rBV 3448991 4704410 89.26% 9.321%
40 13.059 956 960 962 rvVvB2 43164 83354 1.58% 0.165%
41 13.116 962 965 967 rBV3 29816 61143 1.16% 0.121%
42 13.459 989 995 1000 rBV5 29114 84926 1.61% 0.168%
43 13.665 1011 1013 1015 rBV2 27003 53526 1.02% 0.106%

44 13.779 1021 1023 1027 rBV2 164571 220103 4.18% 0.436%
45 13.916 1032 1035 1042 rBVY 810780 1525632 28.95% 3.023%

46 14.099 1049 1051 1061 rVB4 27511 75841 1.44% 0.150%
47 14.408 1076 1078 1084 rBV4 32648 76319 1.45% 0.151%
48 14.682 1099 1102 1107 rBV 181228 281238 5.34% 0.557%
49 14.762 1107 1109 1112 rVB 77723 114171 2.17% 0.226%
50 14.922 1121 1123 1129 rBV 109258 275761 5.23% 0.546%

51 15.197 1145 1147 1150 rVvVv 57191 93009 1.76% 0.184%
52 15.265 1150 1153 1155 rVvV 65252 102330 1.94% 0.203%
53 15.322 1155 1158 1169 rVB 621091 963642 18.28% 1.909%
54 16.660 1272 1275 1276 rBV 29662 61677 1.17% 0.122%
55 16.705 1276 1279 1282 rVB 81736 147406 2.80% 0.292%

56 17.048 1306 1309 1317 rBV 41315 107493 2.04% 0.213%

Sum of corrected areas: 50470054
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042916\

BF086492.D

29 Apr 2016 15:13

UM/SsJ

H2685-02

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance TIC: BF086492.D
538 6.45/54
4000000 6.93
3000000 7.34
2000000
6.77
1000000
o 3.42 4.28 4/'\9 ’ Efls 7.44
e e e S e e e i e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086492.D
4000000 9.14
12.89
10.60
3000000
2000000
9.81
8.06 11.30
1000000 9.54
12.50,5 75
g18 860 892 oess  1029mgag| . 10.02 1110137 53 10880200 1235 5 13062 13.4613.6;
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086492.D
4000000
3000000
2000000
1000000{ 13.92
15.32
1
Q‘”ﬂ 110 1441 “pEA02 1&ﬁ7 18681 17.05
O e e e e e e
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\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 4

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

4.97 5.81 ng 305056 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 252 (4.967 min): BF086492.D (-249) (-) m/z 43.10 100.00%
43
5000 59
101
4.60 4.80 5.00 5.20 5.40
O Sl S 88 | Tm/z 59.10  48.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I R UL I
4.60 4.80 5.00 5.20 5.40
m/z 58.10 14 .57%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 5.20 5.40
5000 m/z 101.10 13.60%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: l—Propen—Z—oI, acetate LI L L B L L L LB B
43 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.78%
5000
58
% 27 37, 72 100
L U L S UL SIS I I SIS I B IS R R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40

8270-BF042716.M Mon May 02 19:00:35 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.54 Concentration Rank 1

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

6.54 90.31 ng 4742950 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 390 (6.544 min): BF086492.D (-387) (-) m/z 132.10 100.00%
132
5000 68 /\
40 96 S NARBEARERE NAREE NERRE
54 6.20 6.40 6.60 6.80
7
ol fe lsus o h/7 68.05  50.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 BESSEBE AR S A
6.20 6.40 6.60 6.80
m/z 66.05 34.02%
31 414 60 86
0..‘..ll.‘..l‘..‘..‘l.‘...‘l:I:O?.l].-Gluu‘.....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 620 6.40 6.60 680
5000 m/z 134.10 32.73%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R ERaE e e RRREe
57 132 620 6.40 6.60 6.80

m/z 69.10 20.55%

74
116
5000 98
0 11 n ‘M 8\? \ﬂj()? “‘ Iy 158 189
LA I L B I i B LA L B ) B B

m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexanoic acid, 2-ethyl- Concentration Rank 12

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

7.44 2.27 ng 156030 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 Cvclohexaneacetic acid. .alpha.-... 170 C10H1802 006051-00-9 37
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 36
4 Methvl L-(+)-.beta.-hvdroxvisobu... 118 C5H1003 080657-57-4 28
5 Propanoic acid, 3-hydroxy-2-meth... 118 C5H1003 042998-03-8 28

Abundance Scan 468 (7.436 min): BF086492.D (-466) (-) m/z 73.10 100.00%
3
41
5000
101
| | 7.20 7.40 7.60 7.80
o 1 m/z 88.10 79.36%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000 AI/\III
41 7.20 7.40 7.60 7.80
‘ 101 m/z 41.05 56.93%
oL Ul h‘.h J.”}%g. N,
m/z--> 50 100 150 200 250 300 350
Abundance
88
720 740 7.60 7.80
5000 41 m/z 57.05 44 .38%
69
S I1}g Ilgllllzol N
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 83 7.20 7.40 7.60 7.80

m/z 55.05 33.76%

5000 7

0 M Ji..i{ 100 135155173 214 242 272 204313 355
L e N AL LR el b S e R EE R
5

|
0 100 150 200 250 300 350 7.20 7.40 7.60 7.80

m/z-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexasiloxane, 1,1,3,3,5,5,7... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
892 2.27ng 156350  Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexasiloxane. 1.1.3.3.5.5.7.7.9.... 430 C12H3805Si6  000995-82-4 50
2 Octasiloxane. 1.1.3.3.5.5.7.7.9.... 578 C16H5007Si8 019095-24-0 49

3 Heptasiloxane. 1.1.3.3.5.5.7.7.9... 504 Cl4H4406Si7  019095-23-9 47
7.72h

('D a

4 3-1sopropoxv-1.1.1.7. xamet... 576 C18H5207Si7 071579-69-6 38
5 5,5"-Di(ethoxycarbonyl)-3,3"-dim. .. 402 C23H34N204 102586-97-0 35
Abundance Scan 598 (8.922 min): BF086492.D (-595) (-) m/z 73.05 100.00%
73
207
5000
147
4 1 281
11| 179 253 | 3 387 475 549 8.60 8.80 9.00 9.20
Ol dd M) ll %lln.nhk..“..w..”,.” m/z 207.10 66.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161771: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11-dodecamethyl
73
5000 ||/\|||||||||||||||||||
207 281 860 880 9.00 9.20
133 m/z 193.10 36.61%
415
N T U .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
IIIIIIIIIIIIIIAIIIIIIIII
8.60 8.80 9.00 9.20
5000 207 m/z 147.10 32.10%
281
147 241
o 45 117| | 177 251 | 313" | 371401429 503 563
e B = =SB A RN A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168877: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-te... e R
73 8.60 8.80 9.00 9.20
m/z 281.10 19.89%
5000 207
133 281 355
ol 4> 103 || 177} 251 | 327 | 383 429 489
R e T A SRR MR A et g
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 9
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.38 ng 187320 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 715 (10.259 min): BF086492.D (-710) (-) m/z 57.10 100.00%
57
5000 4 85
113 10.00 10.20 10.40 10.60
0 141 109 m/z 43.10 76.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 IR SULRN BN B BUUL
4 85 10.00 10.20 10.40 10.60
m/z 71.05 55.90%
0 ‘ h\ - 113 . 141 169 282
m/z--> 25 Jo éo éo 160 150 110 1éo 180 200 220 240 260 2éo 300
Abundance
57
85 10.00 10.20 10.40 10.60
5000 m/z 85.10 37 .04%
41
113
ol 26 141 169 197 225 253268 296
Wmmﬁmmﬁrﬂrﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965. Hexadecane B B L B R
57 10.00 10.20 10.40 10.60
m/z 41.10 34 .94%
5000
4 85
oL 26 L L M3 a1 aeoies 226
m/z--> 25 Jo éo éo 160 150 110 160 180 200 220 240 260 2éo 300 1050 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.73 3.16 ng 307227 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Eilcosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 756 (10.728 min): BF086492.D (-754) (-) m/z 57.10 100.00%

g7
43

5000

10.40 10.60 10.80 11.00

99 113127141155169184

0 m/z 43.10 75.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane
43 97
71
5000 LA L L L L L LN |
85 10.40 10.60 10.80 11.00
29 m/z 71.10 52.44%
s ousinass s
R e et R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R e
71 10.40 10.60 10.80 11.00
5000 m/z 85.10 34.23%
85
29 99
0 113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane e RRR N EEE e
43 57 10.40 10.60 10.80 11.00
m/z 41.10 34.18%
5000 n
85
29
o | L L “ 99113127141155169183197 226
R AR maa s o e ARRRAARRRaE RS B i S o o i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexadecene

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.35 2.80 ng 271787 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 95
2 1-Hexadecanol 242 C16H340 036653-82-4 93
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 91
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 87
5 1-Octadecanol 270 C18H380 000112-92-5 87

Abundance Scan 898 (12.351 min): BF086492.D (-895) (-) m/z 55.10 100.00%
41 | 69 83
5000
LN UNSA DL SR
139 154 12.00 12.20 12.40 12.60
o 18 24 m/z 43.10 98.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72489: 1-Hexadecene
43 57
83
0 97
5000 U LR BN R
29 12,00 12.20 12,40 12.60
”11 m/z 57.10 86 .58%
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240
Abundance
43
B 83 LN UASA BUULSN SR
12.00 12.20 12.40 12.60
5000 70 97 m/z 83.10 78.41%
29 111
0 125140154168132196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140345: Bromoacetic acid, pentadecy! ester AR B
7 83 12.00 12.20 12.40 12.60
m/z 41.10 73 .54%
h M[\VL\’\
123
141 154167 182 195208
0 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 9 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.78 2.89 ng 220103 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 95
2 1-Docosene 308 C22H44 001599-67-3 93
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
Abundance Scan 1023 (13.779 min): BF086492.D (-1021) (-) m/z 43.10 100.00%
48
83
5000
| 1340 13.60 13.80 14.00
Ot m/z 57.10 98.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 AR BN R AR
Bmmmmmmm
125 m/z 55.10 81.74%
153168 196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55
R R o R R
97 13.40 13.60 13.80 14.00
5000 N m/z 83.10 62.69%
29
125

o 14 153168 308

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

Abundance #148859: Trichloroacetic acid, pentadecy! ester R B e
13.40 13.60 13.80 14.00

m/z 69.10 60.80%

5000

3

139154 182 210
e
miz--> 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\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 10 13-Docosenamide, (Z2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.68 5.84 ng 281238 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 90
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 7-Nonenamide 155 C9H17NO 090949-53-4 58

Abundance Scan 1102 (14.682 min): BF086492.D (-1099) (-) m/z 59.10 100.00%

5000

—

14.40 14.60 14.80 15.00

137154 175192 213 242259 294 320337

0 m/z 72.10 63.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #135944: 13-Docosenamide, (2)-
59
41
5000 LRI B LR UL

14.40 14.60 14.80 15.00
m/z 55.10 56.87%

0...,....‘,‘...l“ \\u »\zw..w N 184 193 omaa0  orros 32037
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
e
14.40 14.60 14.80 15.00
5000 m/z 41.10 40.52%
41
NEL 83 114 136154 184 220238 26425%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #74439: Tetradecanamide e e ERRES BE s
59 14.40 14.60 14.80 15.00
m/z 43.10 38.51%
- ”\/\\VJ\/ML\/
4
128 184 227
TN 0 =T N (S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 11 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.37 ng 114171 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 87
2 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 59
3 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 59
4 2.6-Octadiene. 4-methvl- 124 C9H16 074498-94-5 53
5 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 53
Abundance Scan 1109 (14.762 min): BF086492.D (-1107) (-) m/z 69.10 100.00%
69
41
95 R DN BRI SN SUN I
121 149 oop 254 14.40 14.60 14.80 15.00
Ob— ‘-,m.' bl g A5 205980 ) 281 m/z 81.10 49.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 U DAL BN UL SULLLE B
14.40 14.60 14.80 15.00
41 o 137 m/z 41.10 35.36%
o Ly 217 ) 163 191 217 245 273 299 341 367 410
m/z--> §o 100 150 200 250 300 350 400
Abundance
69
4 R DN SRR SN SUNI I
14.40 14.60 14.80 15.00
5000 m/z 95.10 12.61%
0 24 > 123 MWMJ\A\’\N\AW
m/z--> 50 100 150 200 250 300 350 400
Abundance #16326: 1,5-Heptadiene, 3,3,6-trimethy!- T T
69 14.40 14.60 14.80 15.00
m/z 68.10 12 _.15%
41
5000
0 Ll 'l 9l5 1?3
mz-> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086492.D

Aca On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 unknownl16.71 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.71 3.06 ng 147406 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphine. methvl-(2.4.6-triisop... 250 C16H27P 158748-69-7 30
2 Acetvl-1-(3-n-propoxvphenvl)-2-p... 249 C14H19NO3 1000122-90-2 27
3 1-(4-HvdroxvphenethvD)isoauinoline 249 C17H15NO 078744-89-5 22
4 1-Ethanone. 1-{2-T(3.3-dimethvl-... 292 C16H24N20S 077109-20-7 16
5 7H-Benzo(c)phenothiazine 249 C16H11NS 000226-06-2 14

Abundance Scan 1279 (16.705 min): BF086492.D (-1276) (-) m/z 249.15 100.00%

43 249

81 107

=

5000
389 A
294 355 16.40 16.60 16.80 17.00
0 m/z 43.10 88.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #88558: Phosphine, methyl-(2,4,6-triisopropylphenyl)-
249
5000 A BEmaE BT R

16.I4O 16!60 16!80 17.IOO
43 203 m/z 55.05 86.81%

91 175 ‘
ol 65 St N e |
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
107 IIIIIIIIIIIIIIIIIIIIIII
16.40 16.60 16.80 17.00
5000 m/z 81.10 62.83%
148 249
" 190
/S U U NI | ariutie - S S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #87828: 1-(4-Hydroxyphenethyl)isoquinoline A BEmaE BT R
249 16.40 16.60 16.80 17.00
143 m/z 107.10 62.68%
- I NA\W\_A/
ob— ,....,..l.,...., T e
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042916\
Data File : BF086492.D

Acq On : 29 Apr 2016 15:13

Operator : UM/SJ

Sample : H2685-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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_97 5.8 ng 305056 1 6.77 1050360 20.0
unknown6 .54 6.54 90.3 ng 4742950 1 6.77 1050360 20.0
Hexanoic acid, 2-... 7.44 2.3 ng 156030 2 8.06 1377320 20.0
Hexasiloxane, 1,1... 8.92 2.3 ng 156350 2 8.06 1377320 20.0
Eicosane 10.26 2.4 ng 187320 3 9.81 1577110 20.0
Tridecane 10.73 3.2 ng 307227 4 11.30 1943830 20.0
1-Hexadecene 12.35 2.8 ng 271787 4 11.30 1943830 20.0
Trichloroacetic a... 13.78 2.9 ng 220103 5 13.93 1525630 20.0
13-Docosenamide, ... 14.68 5.8 ng 281238 6 15.32 963642 20.0
Squalene 14.76 2.4 ng 114171 6 15.32 963642 20.0
unknownl16.71 16.71 3.1 ng 147406 6 15.32 963642 20.0

8270-BF042716.M Mon May 02 19:00:47 2016 Page: 15



