LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089535.D

Aca On : 2 Aug 2016 3:25 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H4288-12 SBﬁ&OEJ%
ALS Vial : 30 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-BF072716.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 1.656 4 6 51 rvB 715713 1840144 100.00% 13.543%
2 4 _.559 257 260 270 rBV 131921 223679 12.16% 1.646%
3 5.050 301 303 320 rBV 616321 758626 41.23% 5.583%
4 6.147 397 399 406 rBV 476379 714849 38.85% 5.261%
5 6.250 406 408 410 rBV 672705 754798 41.02% 5.555%
6 6.479 426 428 435 rBV 185629 188129 10.22% 1.385%
7 6.627 439 441 444 rBV 454877 587486 31.93% 4.324%
8 7.050 476 478 489 rBV 411455 450498 24.48% 3.316%
9 7.759 539 540 543 rBV 145214 217274 11.81% 1.599%
10 8.845 633 635 637 rBV 853201 740274 40.23% 5.448%
11 9.245 668 670 672 rBV 113579 91896 4 _.99% 0.676%

12 9.508 691 693 695 rvv 247332 221477 12.04% 1.630%
13 10.296 760 762 764 rBv2 251075 340207 18.49% 2.504%
14 10.434 772 774 778 rBV 22165 29971 1.63% 0.221%
15 10.982 819 822 826 rBv2 150352 360387 19.58% 2.652%

16 11.051 826 828 831 rVvB 42616 51700 2.81% 0.380%
17 11.234 840 844 847 rBV3 11908 25244 1.37% 0.186%
18 11.474 863 865 867 rBv2 22132 31995 1.74% 0.235%
19 11.508 867 868 869 rvv 33469 26999 1.47% 0.199%
20 11.554 869 872 874 rvv2 38250 97331 5.29% 0.716%
21 11.588 874 875 881 rvB2 45822 60834 3.31% 0.448%
22 12.022 911 913 915 rBV 23749 27216 1.48% 0.200%
23 12.114 919 921 923 rVB 19961 22596 1.23% 0.166%
24 12.182 925 927 929 rBV 360773 362488 19.70% 2.668%
25 12.331 937 940 942 rBV2 14495 26894 1.46% 0.198%
26 12.399 944 946 949 rvV 303448 380118 20.66% 2.798%
27 12.457 949 951 954 rVvB2 23248 34118 1.85% 0.251%
28 12.559 958 960 963 rvv 697729 659642 35.85% 4 _855%
29 12.628 963 966 972 rVvv3 22471 40363 2.19% 0.297%
30 12.731 972 975 977 rVB 38731 72046 3.92% 0.530%
31 12.800 977 981 983 rBvV2 38945 61612 3.35% 0.453%
32 12.834 983 984 988 rvv2 50472 64299 3.49% 0.473%
33 12.925 990 992 994 rvv 26254 26516 1.44% 0.195%
34 13.154 1007 1012 1016 rBV3 18612 55860 3.04% 0.411%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089535.D

Aca On : 2 Aug 2016 3:25 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H4288-12 SBﬁ&OBJg
ALS Vial : 30 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-BF072716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.245 1016 1020 1024 rBVZ2 31105 74460 4._05% 0.548%
36 13.348 1027 1029 1030 rBV 39032 47085 2.56% 0.347%

37 13.474 1037 1040 1043 rBV3 84507 136252 7.40% 1.003%
38 13.600 1047 1051 1057 rBV2 354963 819417 44.53% 6.031%
39 13.702 1057 1060 1063 rBV 27735 40706 2.21% 0.300%
40 13.988 1080 1085 1087 rBV 44747 103456 5.62% 0.761%

41 14.080 1091 1093 1094 rVv2 18716 31148 1.69% 0.229%
42 14.102 1094 1095 1101 rVB3 112312 159893 8.69% 1.177%
43 14.308 1110 1113 1116 rBV5 18754 48010 2.61% 0.353%
44 14.457 1124 1126 1129 rVB 35041 40099 2.18% 0.295%
45 14.514 1129 1131 1133 rBV2 61434 77455 4.21% 0.570%

46 14.594 1135 1138 1142 rBVY 199785 392312 21.32% 2.887%
47 14.674 1143 1145 1150 rVB2 149684 247125 13.43% 1.819%
48 14.834 1156 1159 1161 rVB 89154 130951 7.12% 0.964%
49 14.880 1161 1163 1165 rVV 160701 182097 9.90% 1.340%
50 14.925 1165 1167 1173 rVB2 164546 302591 16.44% 2.227%

51 15.131 1183 1185 1188 rVB4 48463 54459 2.96% 0.401%
52 15.314 1198 1201 1203 rBV 121904 166750 9.06% 1.227%
53 15.360 1203 1205 1208 rVV3 37788 79337 4.31% 0.584%
54 15.417 1208 1210 1212 rVV 23274 39431 2.14% 0.290%
55 15.497 1215 1217 1221 rVB3 25846 52751 2.87% 0.388%
56 15.806 1242 1244 1250 rVB6 21434 61276 3.33% 0.451%
57 15.931 1252 1255 1257 rBV2 52053 94870 5.16% 0.698%
58 16.091 1266 1269 1272 rBV 56933 104057 5.65% 0.766%
59 16.160 1272 1275 1277 rVV 24566 43519 2.36% 0.320%
60 16.228 1279 1281 1284 rVV2 22165 50244 2.73% 0.370%
61 16.286 1284 1286 1295 rVB6 27191 98118 5.33% 0.722%
62 16.434 1296 1299 1303 rBV 38320 80412 4_.37% 0.592%
63 16.514 1303 1306 1312 rVV6 27968 69635 3.78% 0.512%
64 16.628 1314 1316 1324 rVB3 12759 38119 2.07% 0.281%
65 17.006 1346 1349 1356 rVB3 16164 46191 2.51% 0.340%
66 17.303 1372 1375 1379 rVB3 11941 27779 1.51% 0.204%
Sum of corrected areas: 13587571

8270-BF072716.M Tue Aug 02 17:27:47 2016 Page: 2



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF080116\
: BF089535.D

: 2 Aug 2016  3:25

: UM/SJ

: H4288-12

: 30 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF072716.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

TIC: BF089535.D

1.66

6.25
5.05

6.15 6.63

7.05

6.48
4.56

0
Time-->

2.00

2.50

3.00

3.50

4.00

I
4.50 5.00

5.50

6.00

Abundance

800000

600000

400000

200000

0

TIC: BF089535.D
84

12.56

12.18

9.51 10.30

10.98

pkos 155
11.23 1EaF

9.24

Al L~
T T T T T T T T

Time-->

A
Tt T T T | T

10.50 11.00 11.50

12.00

A
TTTOT

9.50

10.00 12.50 13.00

Abundance

800000

600000

400000t

200000

TIC: BF089535.D

17.01 17.30

Time-->

17.00 17.50

16.00 16.50

14.00 14.50

15.00 15.50

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 23.78 ng 223679 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 260 (4.559 min): BF089535.D (-257) (-) m/z 43.05 100.00%
43
59
5000
s 320 am ak0 4o
o..,....,....','::..?.1.4.',....,....,E.‘?..,...:,|....,....,....,....,...., m/z 59.10 61.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR L UL R
420 4.40 4.60 4.80
59 101 m/z 101.10 20.96%
o 2 36 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59
" 420 440 460 480
5000 m/z 58.10 15.17%
86
o 51 69 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e P
59 420 4.40 4.60 4.80
m/z 41.10 9.74%
5000 41
68
0 Il s0 | 126 142
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.25 Concentration Rank 2

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

6.25 80.24 ng 754798 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 408 (6.250 min): BF089535.D (-406) (-) m/z 132.00 100.00%
32
5000 68
6 rrTTyTTTTT T TR T T T T T
40 40 54 o |75 g 104 6.00 6.20 6.40 6.60
L e e L 1 A S m/z 68.10 36.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.00 6.20 6.40 6.60
53 117 m/z 134.00 33.29%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 600 620 640 6.60
5000 m/z 66.10 23.14%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132 6.00 6.20 6.40 6.60
m/z 69.10 14.70%
5000
63 81
313 50 74 | 88 101 112 |
OFrrrrrr e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Pentafluoropropionic acid, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.47 3.33 ng 136252 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93

Abundance Scan 1040 (13.474 min): BF089535.D (-1037) (-) m/z 57.10 100.00%

o1
=3

5000 111
h139 167 200 2:?0 13.20 13.40 13.60 13.80
(o} oy 7 m/z 83.10 96.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
83
5000 LIS L L L B L L L L L
11 13.20 13.40 13.60 13.80
2 m/z 55.10 92.12%
139
o b L 2280 a5 s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 e
13.20 13.40 13.60 13.80
5000 11 m/z 43.10 88.49%
29 130 19 210 406
ol L iy o R
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester B R
13.20 13.40 13.60 13.80
83 m/z 69.10 82.28%
5000 111
29
o I b [ j0 182210 255 406
! T e R e
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Decanol, 2-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.10 3.90 ng 159893 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 76
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 76
3 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 68
4 8-Heptadecene 238 C17H34 002579-04-6 66
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 64
Abundance Scan 1095 (14.102 min): BF089535.D (-1094) (-) m/z 57.10 100.00%
57
5000 \\NA,/\A/«A,MJAL,\__~J“VVAA~
141 165083 211 | 261281 w6 | 13801400 1420 140
o e e m/z 43.10 79 .30%
m/z--> 50 100 150 200 250 300 350
Abundance #119525: 1-Decanoal, 2-octyl-
57
5000 83 SR UL AR AR IR
13.80 14.00 14.20 14.40
29 111 m/z 71.10 60 .33%
139
o IJJuMIAIMYIMIAL h A}, 168 106 224 202
m/z--> 50 100 150 200 250 300 350
Abundance
57
13:80 14.00 14.20 14.40
5000 83 m/z 55.10 59.65%
111
29
o 139 167 106 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester R  ERmmaT B
57 13.80 14.00 14.20 14.40
m/z 83.10 53.91%
5000
29 ‘ 111
oL Al A, J. Hizows 1e2 20 2% A
m/z--> 50 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl14.31 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .31 3.17 ng 48010 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz(a)anthracene-7.12-dione 258 C18H1002 002498-66-0 35
2 E-1-(9"-Fluorenvlidene)-2-cvano-... 258 C18H14N2 083026-87-3 35
3 3.5-Bis(trifluoromethvl)benzoic ... 258 C9H4F602 000725-89-3 25
4 2-(4-Chloro-phenv)-8-methvl-ind... 241 C15H12CIN 1000337-21-4 22
5 1,2-Dihydro-2,4"-biquinoline 258 C18H14N2 1000326-82-7 18
Abundance Scan 1113 (14.308 min): BF089535.D (-1110) (-) m/z 241.10 100.00%

5000

14.00 14.20 14.40 14.60

01 m/z 258.10 73.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109309: Benz(a)anthracene-7,12-dione
258
101 202
5000
a8 230 14.00 14.20 14.40 14.60
129 m/z 242_.10 47 .48%
5? o us | 150 ama ‘
) A OO I o N S A IS HEN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
258
B RARRN SRS S S
14.00 14.20 14.40 14.60
5000 241 m/z 202.10 46.74%
189
165 214
75 94 115129 150 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109520: 3,5-Bis(trifluoromethyl)benzoic acid R e R R B
241 14.00 14.20 14.40 14.60
m/z 256.10 44 _59%
258
5000 213
163
1428 45 g3 P 09119125 W4 T 141194 | 55
R B s o e RRRAR AR RESEE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 1,19-Eicosadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .51 5.12 ng 77455 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 93
2 Octadecanal 268 C18H360 000638-66-4 90
3 Heptadecanal 254 C17H340 1000376-70-0 90
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
5 Hexadecanal 240 C16H320 000629-80-1 87
Abundance Scan 1131 (14.514 min): BF089535.D (-1129) (-) m/z 57.10 100.00%

7 82

5000

-

14.20 14.40 14.60 14.80
m/z 43.10 92.30%

110

124138152 181

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene

-

14.20 14.40 14.60 14.80
m/z 82.10 86.27%

5000

110
123 138152165 180194208222 236250263 278

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
9% R N ERmEm R
14.20 14.40 14.60 14.80
5000 m/z 55.10 68.96%
29
110123

137 152166180 194208222235 250 268

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal R R e R B
43 57 14.20 14.40 14.60 14.80

82 m/z 96.10 61.57%

5000

0
123137 152166180194208

-

236 254
R B o o IR
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.67 16.33 ng 247125 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 60
2 Benzolklfluoranthene 252 C20H12 000207-08-9 46
3 Hexacosane 366 C26H54 000630-01-3 46
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 43
5 Pentadecane, 6-methyl- 226 Cl16H34 010105-38-1 43
Abundance Scan 1145 (14.674 min): BF089535.D (-1143) (-) m/z 57.10 100.00%
57
252
13 14,40 14.60 14.80 15.00
141 169 224 : . .
o bl ll Lalgt 160 107 224 | om 3w m/z 71.10 69.63%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 L UL UL L R
14.40 14.60 14.80 15.00
m/z 43.10 64 .82%
0 3“‘h | M4 169 197 29 567 g04 323 32
m/z--> 50 100 1éo 200 250 300 350
Abundance
252
14.40 14.60 14.80 15.00
5000 m/z 252.10 54 .12%
126
o 74 99 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 14.40 14.60 14.80 15.00
m/z 85.10 50.48%
5000 85
29 ‘ i 13 14
ob AL A AT M 160 197 225 253 295 sp3 367 || enond b A
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxirane, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.13 3.60 ng 54459 Perylene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Heptadecanal 254 C17H340 1000376-70-0 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 Pentadecanal- 226 C15H300 002765-11-9 81
Abundance Scan 1185 (15.131 min): BF089535.D (-1183) (-) m/z 57.10 100.00%

5000

.

14.80 15.00 15.20 15.40
m/z 43.10 86.23%

124138153 173 195 017

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-

2 96

.

5000 LA L L L L L L L
110 14.80 15.00 15.20 15.40
124 m/z 82.10 85.83%
13845,
o 166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
N o
82 14.80 15.00 15.20 15.40
5000 29 96 m/z 55.10 70.02%
110954
oL15 138152166180194208222 250 268

W‘WTWTWWWWWWWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal R ERRmma T B
14.80 15.00 15.20 15.40

m/z 96.10 66 .69%

5000

0
124138152166180194208

:

236 254
R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.31 11.02 ng 166750 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 1201 (15.314 min): BF089535.D (-1198) (-) m/z 57.10 100.00%
57
T ’/L/\\,j\/k‘/y
5000
113 15.00 15.20 15.40 15.60
141
- .|-, A ll, L, 161188 211 280 280 350 m/z 71.10 74.92%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R AU DU BURURE SUNE
15.00 15.20 15.40 15.60
m/z 43.10 64.67%
. il h | M3 141 169 197 205 253 205 323 367
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57
o 15.00 15.20 15.40 15.60
5000 m/z 85.10 53.34%
29 113
0 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #129490: Eicosane T
57 15.00 15.20 15.40 15.60
m/z 55.10 24 .15%
85
5000
113
oL 7 i | ) Mt 169 107 25 o5y 262
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 3&1;0 15.'00 15.'20 15.'40 15.I60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 1-Hexadecene, 16-bromo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.36 5.24 ng 79337 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene. 16-bromo- 302 C16H31Br 118625-56-2 53
2 Cvclopentanecarboxvlic acid. 4-p... 324 C21H4002 1000280-59-2 35
3 3-Hexene. 3-ethvl-2.5-dimethvl- 140 C10H20 062338-08-3 35
4 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 25
5 Cyclohexadecane 224 C16H32 000295-65-8 15
Abundance Scan 1205 (15.360 min): BF089535.D (-1203) (-) m/z 83.10 100.00%

:

5000

264

131 153

187205 283 15.00 15.20 15.40 15.60

o m/z 69.10 87 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146256: 1-Hexadecene, 16-bromo-
55
83
5000 LA L L L L L LB L L B
15.00 15.20 15.40 15.60
148 m/z 97.10 86.72%
o ﬂ | | 176 205 232 260277 S04
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41 69
97 IIIIIIIIIIIIIIIIIIIIIII
15.00 15.20 15.40 15.60
5000 m/z 55.10 59.83%

115
139 169 210557

%

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl- R e EEaE L
55 15.00 15.20 15.40 15.60
97 m/z 43.10 47.64%
5000
140
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60

8270-BF072716.M Tue Aug 02 17:27:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 unknownl15.50 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.50 3.49 ng 52751 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4H-T1.2.41Triazol-3-v)-benzo... 264 C14H8N402 1000318-09-6 35
2 5H-Dibenzolc.fll1.21diazepine. 3... 264 C13H10CI2N2 000955-66-8 35
3 2-Ethoxv-6-methvl-4-phenvl-auina... 264 C17H16N20 1000318-42-5 35
4 Allvl(2.3-dihvdro-1H-benzol4.511... 264 C16H16N4 1000322-09-2 32

5 3,6-Dichlorocatechol, cyclic phe... 264 C12H7BCI1202 1000293-25-1 27

Abundance Scan 1217 (15.497 min): BF089535.D (-1215) (-) m/z 264.10 100.00%
244

5000

M

15.20 15.40 15.60 15.80

0 m/z 57.10 76.45%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #113846: 2-(4H-[1,2,4]Triazol-3-yl)-benzo[delisoquinoline-...
264
5000 LA L L L L L L L
126 180 15.20 15.40 15.60 15.80
63 o1 154 m/z 263.10 74 .60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
264
62 229 15.20 15.40 15.60 15.80
5000 m/z 43.10 68.45%
4 89 114 o0 164 199
247
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114158: 2-Ethoxy-6-methyl-4-phenyl-quinazoline B AL B A R o B
235 264 15. 20 15. 40 15 60 15. 80

m/z 71.10 46.66%

5000 7
51 104 205
u | | o Pl

e e o RS- e

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 20 15. 40 15 60 15. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 unknownl15.81 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.81 4_.05 ng 61276 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-1-hvdridotetrachlorocvcl... 305 C2H6CI4N3P3 071982-84-8 17
2 3-Fluoro-6-trifluoromethvlbenzam... 277 C13H15F4NO 1000358-07-5 16
3 Chromium. cvclopentadienvl-(hexa... 279 C17H23Cr 1000161-31-2 14
4 2-Ethoxy-1-methvl-6-oxo0-1.2-azap... 191 C7H14NO3P 093989-00-5 11
5 1-Methyl-1-hydridotetrachlorocyc... 291 CH4CI4N3P3 068351-74-6 11
Abundance Scan 1244 (15.806 min): BF089535.D (-1242) (-) m/z 191.15 100.00%
191
279
5000 o8
59 80 117 153 252
135 R SRR UL SRR I
41 350 15.40 15.60 15.80 16.00 16.20
0! m/z 279.10 72 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #148938: 1-Ethyl-1-hydridotetrachlorocyclotriphosphazene
278
5000
15.40 15.60 15.80 16.00 16.20
m/z 278.20 50.44%
ol 183 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
191
A R SUNLE SO AR BN
15.40 15.60 15.80 16.00 16.20
m/z 192.10 43 .19%
5000 163 276 z 1
56 86
oL 29 113 144 208 5y 256
USRS RS LA LAY KRN LR RARAS LR LARR RARAS LA LA EARAS LA RARAY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #126761: Chromium, cyclopentadienyl-(hexamethylbenzene)
279 15.40 15.60 15.80 16.00 16.20

m/z 98.10 36.91%

5000

oL29 | 69 91 68185 209 p3g 2
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Dihydroandrosterone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.93 6.27 ng 94870 Perylene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihvdroandrosterone 292 C19H3202 1000248-26-6 91
2 Bicvclol10.8.01eicosane. cis- 278 C20H38 1000155-82-2 90
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 76
4 Octadecanal 268 C18H360 000638-66-4 76
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 70
Abundance Scan 1255 (15.931 min): BF089535.D (-1252) (-) m/z 57.10 100.00%
7 82

i

5000

15.60 15.80 16.00 16.20

0 m/z 43.10 94 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #138056: Dihydroandrosterone
55,79 107 165 215
5000 148 LA L L LB L L LN L |
274 15.60 15.80 16.00 16.20
‘ 24 m/z 82.10 88.82%
187
Olprrre il ‘| oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
T T
82 15.60 15.80 16.00 16.20
5000 278 m/z 96.05 69.12%
29
109
o 137 166 104 202 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117617: Oxirane, hexadecyl- R EmEe e AR
43 82 15.60 15.80 16.00 16.20
m/z 55.10 61.73%
109
NE: 6 138 166193 208095 250268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.60 15. 80 16 00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Octacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.16 2.88 ng 43519 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 72
2 Heptacosane 380 C27H56 000593-49-7 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Triacontane 422 C30H62 000638-68-6 64
5 Hexatriacontane 507 C36H74 000630-06-8 64
Abundance Scan 1275 (16.160 min): BF089535.D (-1272) (-) m/z 57.10 100.00%
57
85
5000
113 278 I|llll|llll|llll|llll|l
II | 141 169 - 221 15.80 16.00 16.20 16.40
ob— ) S 7. m/z 71.10 73.01%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 SR UL BN B B
15. 80 16. oo 16 20 16.40
m/z 85.10 57.38%
29 113 141
oLl h i j | | X4 169 197 225 253 281 309 337 365 3%4
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
15,80 16.00 16.20 1640
5000 85 m/z 43.10 48 .41%
29 113 141
o 169 197 225 253 281 309 337 380
m/z--> 55 160 150 260 250 360 3éo '
Abundance #94346: Heptadecane LA L L L L L L B
57 15.80 16.00 16.20 16.40
m/z 55.10 28.41%
85
5000
29
m/z--> 55 100 1%0 260 250 300 3éo ' 1580 1600 1620 1620 '

8270-BF072716.M Tue Aug 02 17:28:01 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 Picene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.23 3.32 ng 50244 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Picene 278 C22H14 000213-46-7 60
2 Benzolbltriphenvlene 278 C22H14 000215-58-7 52
3 Dibenzla.hTanthracene 278 C22H14 000053-70-3 49
4 Pvrene. 1-phenvl- 278 C22H14 005101-27-9 43
5 Indole, N-methyl-5-(4-nitrostyryl)- 278 C17H14N202 1000151-40-2 35
Abundance Scan 1281 (16.228 min): BF089535.D (-1279) (-) m/z 278.10 100.00%
218
5000
57 138 YA A - : AWAY
43 97
1 111 173189, 239 16.00 16.20 16.40 16.60
0 m/z 57.10 30.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126207: Picene
278
5000 LRSI BN B BN U
16. oo 16. 20 16. 40 16 60
139 m/z 279.10 27.71%

o

28 4357 71 92 111125 ﬂ 174 200 224 250 ‘h
L e ||
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
278

16.00 16,20 16,40 16.60
5000 m/z 138.10 26.52%

139
57 73 97111125 | 153166 187 207 224 250264

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126225: Dibenz[a,h]anthracene
278 16.00 16.20 16.40 16.60
m/z 276.10 25.92%
5000

139
2539 63 87 111125 | 161 187 211224 250264‘L

e . ReEE L L A el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

8270-BF072716.M Tue Aug 02 17:28:02 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 unknownl16.29 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.29 6.49 ng 98118 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzolb.hl1ll.6Tnaphthvridine. ... 278 C17H11CIN2 004240-91-9 25
2 1-Propanol. 3.3"-diselenobis- 278 C6H1402Se2 023243-47-2 12
3 Octanal. 7-hvdroxvy-3.7-dimethvl- 172 C10H2002 000107-75-5 10
4 1.3-Diamino-7.9-dichlorobenzolfl... 278 C12H8CI2N4 037521-58-7 10

5 1,2,3,4-Phenazinetetrol, 7-chloro- 278 C12H7CIN204 023774-10-9 10

Abundance Scan 1286 (16.286 min): BF089535.D (-1284) (-) m/z 59.10 100.00%

5000
77 94 110 127141 161 187203

16.00 16.20 16.40 16.60
m/z 58.10 67.58%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125954: Dibenzo[b,h][1,6]naphthyridine, 2-chloro-6-methy!-

16.00 16.20 16.40 16.60
m/z 43.10 63.42%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
31
e B
16.00 16.20 16.40 16.60
5000 m/z 71.10 57 .35%
57 93 137 e 202 2re
o 78 ~ 107121 175 217 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39554: Octanal, 7-hydroxy-3,7-dimethyl- Al Bmma s B
59 16.00 16.20 16.40 16.60
m/z 278.10 57.16%
5000 43
81 96 114
oLt ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 unknownl6.51 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.51 4.60 ng 69635 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ledene oxide-(C11) 220 C15H240 1000159-36-7 38
2 1.4-Dimethvl-2-cvclopentvlbenzene 174 C13H18 062379-92-4 22
3 4-Hvdroxv-4-(4.6-dimethvlcvclohe... 196 C12H2002 002316-79-2 22
4 1-(4-Pvyridin-2-vl-piperazin-1-vl... 205 C11H15N30 1000368-48-3 16
5 1-Methyl-6-(3-methylbuta-1,3-die... 178 C12H180 1000185-67-2 10
Abundance Scan 1306 (16.514 min): BF089535.D (-1303) (-) m/z 43.10 100.00%
48
69 107 159 213
5000

16.20 16.40 16.60 16.80
m/z 159.10 63.55%

ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77521: Ledene oxide-(ll)

43

' L

5000 LI L L L L L BB L B B |
159 16.20 16.40 16.60 16.80
131145 m/z 213.10  61.43%
. 202 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145159 174
R IR
16.20 16.40 16.60 16.80
5000 m/z 55.10 61.19%
105119
91
49 77

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58057: 4-Hydroxy-4-(4,6-dimethylcyclohex-3-enyl)butan-2-one R R e R REE R

4 95 16.20 16.40 16.60 16.80
m/z 107.10 56.71%
67 120
5000
81 138
“ H ‘ 160 178
0|"'w“l"‘*l'""‘l"""ll' UL B SRR SRS
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089535.D

Aca On > 2 Aug 2016 3:25

Operator : UM/SJ

Sample - H4288-12

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 1,1-Dodecanediol, diacetate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.01 3.05 ng 46191 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Dodecanediol. diacetate 286 C16H3004 056438-07-4 68
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 50
3 Tetradecanal 212 C14H280 000124-25-4 47
4 Tridecanal 198 C13H260 010486-19-8 47
5 7-Azabicyclo[4.1.0]heptane, 1-me... 111 C7H13N 025022-25-7 38

Abundance Scan 1349 (17.006 min): BF089535.D (-1346) (-) m/z 57.10 100.00%

57
43 82

96

:

5000
16.60 16.80 17.00 17.20 17.40
0 m/z 82.10 81.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #132670: 1,1-Dodecanediol, diacetate
5000 ||||||||||||||M|||||

82 16.60 16.80 17.00 17.20 17.40
96 m/z 43.10 80.25%
110454 140 166

%

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 8
S —
69 | 96 16.60 16.80 17.00 17.20 17.40
5000 m/z 96.05 72.64%

111
27

-

124150
o 152166180194208 222235 250 267

wwmﬂmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71299: Tetradecanal A
16.60 16.80 17.00 17.20 17.40
m/z 68.10 57.28%

5000

110
124133152 168 194 217

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.60 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080116\

Data File : BF089535.D

Acg On : 2 Aug 2016 3:25 Instrument :
Operator : UM/SJ BNA_F

Sample - H4288-12 ClientSampleld :
Misc : SB-66-0.5-1.5
ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.56 23.8 ng 223679 1 6.48 188129 20.0
unknown6 .25 6.25 80.2 ng 754798 1 6.48 188129 20.0
Pentafluoropropio... 13.47 3.3 ng 136252 5 13.60 819417 20.0
1-Decanol, 2-octyl- 14.10 3.9 ng 159893 5 13.60 819417 20.0
unknownl14 .31 14.31 3.2 ng 48010 6 14.93 302591 20.0
1,19-Eicosadiene 14.51 5.1 ng 77455 6 14.93 302591 20.0
Heptadecane, 9-oc... 14.67 16.3 ng 247125 6 14.93 302591 20.0
Oxirane, hexadecyl- 15.13 3.6 ng 54459 6 14.93 302591 20.0
Hexacosane 15.31 11.0 ng 166750 6 14.93 302591 20.0
1-Hexadecene, 16-... 15.36 5.2 ng 79337 6 14.93 302591 20.0
unknown15.50 15.50 3.5 ng 52751 6 14.93 302591 20.0
unknown15.81 15.81 4.0 ng 61276 6 14.93 302591 20.0
Dihydroandrosterone 15.93 6.3 ng 94870 6 14.93 302591 20.0
Octacosane 16.16 2.9 ng 43519 6 14.93 302591 20.0
Picene 16.23 3.3 ng 50244 6 14.93 302591 20.0
unknown16 .29 16.29 6.5 ng 98118 6 14.93 302591 20.0
unknownl16.51 16.51 4.6 ng 69635 6 14.93 302591 20.0
1,1-Dodecanediol, ... 17.01 3.0 ng 46191 6 14.93 302591 20.0
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