LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 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-BF063016.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 1.632 3 4 13 rvv 166135 262279 12.67% 1.950%
2 1.747 13 14 38 rVvB 1087676 2069349 100.00% 15.386%
3 4.776 277 279 284 rBV 54696 77845 3.76% 0.579%
4 5.244 317 320 322 rBV 768331 1064693 51.45% 7.916%
5 6.296 410 412 415 rBV 807081 1020710 49.33% 7 .589%
6 6.410 420 422 425 rVB 988478 1012317 48.92% 7.527%
7 6.639 440 442 444 rBV 350024 292895 14.15% 2.178%
8 6.799 453 456 458 rBB 1049082 902972 43.64% 6.714%
9 7.210 489 492 494 rBV 729866 688759 33.28% 5.121%
10 7.930 552 555 557 rBV 416101 393183 19.00% 2.923%

11 9.005 646 649 651 rBVY 1300820 1105639 53.43% 8.221%
12 9.405 681 684 686 rvVB 284627 252113 12.18% 1.875%
13 9.679 705 708 710 rBV 319951 345453 16.69% 2.569%
14 10.456 774 776 779 rBV2 455175 497002 24.02% 3.695%

15 10.593 786 788 794 rVB 29001 35755 1.73% 0.266%
16 11.153 834 837 838 rBvV 305663 309507 14.96% 2.301%
17 11.393 855 858 863 rBvV3 14355 22527 1.09% 0.167%
18 11.702 882 885 886 rBvV 49555 55906 2.70% 0.416%
19 12.353 940 942 944 rBV 54964 47193 2.28% 0.351%
20 12.582 959 962 963 rvv2 58927 77366 3.74% 0.575%
21 12.651 963 968 969 rVB3 10386 21405 1.03% 0.159%
22 12.731 973 975 978 rVB 681584 823933 39.82% 6.126%
23 12.799 979 981 985 rBV 12079 26776 1.29% 0.199%
24 12.891 985 989 993 rBV3 15598 41824 2.02% 0.311%
25 12.982 993 997 998 rBV3 17959 40192 1.94% 0.299%
26 13.279 1020 1023 1024 rBV 19360 25910 1.25% 0.193%
27 13.325 1024 1027 1029 rVV3 11775 23218 1.12% 0.173%
28 13.416 1034 1035 1039 rVv2 16502 29572 1.43% 0.220%
29 13.519 1042 1044 1046 rVV3 12556 20871 1.01% 0.155%
30 13.576 1048 1049 1052 rVB2 17944 29251 1.41% 0.217%

31 13.645 1052 1055 1058 rBV2 77403 103728 5.01% 0.771%
32 13.771 1063 1066 1073 rBV2 325641 447063 21.60% 3.324%
33 13.885 1074 1076 1078 rBV3 20597 22100 1.07% 0.164%
34 14.159 1098 1100 1102 rBV 21769 28494 1.38% 0.212%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 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-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.274 1108 1110 1114 rVB2 67390 96505 4.66% 0.718%
36 14.491 1127 1129 1132 rBV3 16453 24669 1.19% 0.183%
37 14.685 1144 1146 1151 rVB5 25189 33064 1.60% 0.246%
38 14.765 1151 1153 1158 rVV 71392 128490 6.21% 0.955%
39 14.857 1159 1161 1166 rVB2 34184 50831 2.46% 0.378%
40 15.028 1174 1176 1178 rVB 36350 43184 2.09% 0.321%
41 15.074 1178 1180 1182 rBV 41941 50233 2.43% 0.373%
42 15.131 1183 1185 1188 rVV 173449 198433 9.59% 1.475%
43 15.554 1220 1222 1224 rBV 22601 30878 1.49% 0.230%
44 16.525 1304 1307 1311 rBV 206245 373187 18.03% 2.775%
45 16.811 1329 1332 1335 rVB2 36044 78163 3.78% 0.581%
46 17.223 1365 1368 1371 rBV4 30603 65363 3.16% 0.486%
47 18.617 1487 1490 1498 rVB7 15647 58586 2.83% 0.436%

Sum of corrected areas: 13449386
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF089098.D

1200000

1.75
6.80

1000000 6.41

6.30
800000 5.24 7.21
600000

400000 6.64

200000] |
4.78

o o RN LN J SIS ML SR SIS

T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089098.D
9(00

1200000

1000000

800000
12.73

600000
703 10.46

400000
9.68 11.15

200000

10.59 1139 1170 12.3512.5% 1a0g008 1308385

A
T T

1 T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF089098.D

1200000

1000000

800000

600000

400000{ 13.77

200000
. 16.81 17.22 18.62

o T T T T ]

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF063016.-M Tue Jul 19 16:47:41 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.78 5.32 ng 77845 1,4-Dichlorobenzene-d4 6.64
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 35
3 3-Octanol 130 C8H180 000589-98-0 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 279 (4.776 min): BF089098.D (-277) (-) m/z 43.10 100.00%
43
59
5000
101 SRR RN AN LR
36, | | 83 440 4.60 4.80 5.00 5.20
B L I B | m/z 59.10 63.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR RN LN R
440 4.60 4.80 5.00 5.20
59 m/z 101.10 22.30%
21 37 | 53 ‘ 67 77 83 o1 }Ol
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 4.80 500 5.20
5000 m/z 58.10 14.41%
101
15 253137 51 °8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #13640: 3-Octanol LI L L L L L S B
59 4.40 4.60 4.80 5.00 5.20
m/z 41.10 11.21%
5000 41 83
31
101
"'l""l"'“hy'"th“'lé?ﬂli"'§?""|'*"|'"'l""}%%"l LR RN LN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown6.41 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.41 69.12 ng 1012320 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 422 (6.410 min): BF089098.D (-420) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 ¥ 6.00 620 6.0 6.60 6.80
104 . . . . .
..,....,....,...:,“.'.‘.‘? o AT S -7 A N[ N m/z 68.10 50.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LRI AL LS I R
6.00 6.20 6.40 6.60 6.80
78 m/z 66.10 32.98%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.00 6.20 6.40 6.60 6.80
5000 m/z 134.00 31.98%

15 28 39 52 8 77 00 104
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14144: 5-Fluoro-2-chloropyrimidine T R b
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 21.28%
5000
33 44 o g7 105
78
RAEa B R ARASRa s B E e o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Tetradecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.59 2.31ng 35755  Phenanthrene-di0 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetradecane 198 C14H30 000629-59-4 80
2 Hexadecane 226 C16H34 000544-76-3 78

1000309-15-5 64
1000309-19-0 64

3 Sulfurous acid. isohexvl 2-pentv... 236 C11H2403S
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S

5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 64
Abundance Scan 788 (10.593 min): BF089098.D (-786) (-) m/z 57.05 100.00%
57
85
5000
99 113 10.20 10.40 10.60 10.80 11.00
e e e m/z 43.10 72.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 LI L L
10.20 10.40 10.60 10.80 11.00
29 m/z 71.10 69.14%
15 \‘ N Y %9 113 127 141 155 169 198
T I o o e o B AL B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
71 10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 52.27%
85
29
99 113 127 141 155 169 183 226
L I o L o e AR EEEEE me sy E
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90256: Sulfurous acid, isohexyl 2-pentyl ester
3 71 85 10.20 10.40 10.60 10.80 11.00
m/z 41.10 32.03%
5000
7
\ | 111 125 140 167 \A—\/\\
..”,.”.,”..“..w..” R E e RER R R e  ERE R
m/z--> 100 120 140 160 180 200 220 10. 20 10. 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.70 3.61 ng 55906 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 885 (11.702 min): BF089098.D (-882) (-) m/z 73.00 100.00%
73
43 60
5000 129
|7 | e g, F TR e
256 : : : :
S— 1% ....||,'. sl LB ..'..,.'...9,9...|.,2]2:7..,....,. m/z 60.00 78.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 UL U SN B R
11.40 11.60 11. 80 12.00
m/z 43.10 74 .32%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 UL SN BRI UG
11.40 11.60 11.80 12.00
5000 129 m/z 57.10 61.11%
29 87 185
115 143 __171 228
NN N 10 Y L .~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R B
43 60 73 11.40 11.60 11.80 12.00
m/z 41.10 59.51%
5000 129
29
L#“ 1431571711857 242
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. oo !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Pentafluoropropionic acid, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.65 4.64 ng 103728 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
Abundance Scan 1055 (13.645 min): BF089098.D (-1052) (-) m/z 57.10 100.00%
a7 83
5000 o ‘/\/\AWA\A//\J\\W
139 ' 13.40 13.60 13.80 14.00
| | 167, 208 316 - - - -
e e L e B i e m/z 55.10 93.32%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
5000 LI UL UL UL U
1340 13.60 13.80 14.00
29 m/z 83.10 89.44%
1 H “ h | ‘139‘ 182 210 255 356
m/z--> 50 200 250 300 350 '
Abundance
57
83 ' 13.40 13.60 13.80 14.00
5000 m/z 43.10 85.79%
111
29 139 169 519 238 o,
m/z--> " 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester AN BEa TS e L
13.40 13.60 13.80 14.00
83 m/z 97.10 84.15%
29 169
[ ‘ b s | s a 302
m/z--> 50 100 150 200 250 300 350 ' 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Heptafluorobutyric acid, pe... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .27 4.32 ng 96505 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 90
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 90
Abundance Scan 1110 (14.274 min): BF089098.D (-1108) (-) m/z 57.10 100.00%
57
14.00 14.20 14.40 14.60
m/z 83.10 78.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 L B BN B UL
11 14.00 14.20 14.40 14.60
m/z 55.10 77.90%
29 ‘ ‘ 69 519
: I\‘I ‘:“l“uﬂu‘ | "‘i l\lml \l |" ‘: I\I l — |25|5| T |4|.0|6|
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97 RS BN SUNIL BUMIL B
14.00 14.20 14.40 14.60
5000 m/z 43.10 77.06%
29 125
154 182 210 238 283 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate B R
57 g7 14.00 14.20 14.40 14.60
m/z 97.10 75.16%
5000
125
29 \ 153
LA L I ‘m 23 182 210 238 266 311 412
m/z--> 50 1(')0 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl14.49 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.49 ng 24669 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecafluorononanoic acid. oc... 716 C27H37F1702 1000356-03-4 10
2 2.6-Decadienoic acid. 8-methvl-4... 252 C16H2802 056771-51-8 10
3 2.5-Furandione. dihvdro-3-tetrad... 296 C18H3203 047165-57-1 10
4 1-1soaquinolinamine. 3.4-dihvdro-... 271 C15H17N3S 1000319-43-3 10
5 8,9,10,11-Tetrahydrobenzo[k]fluo... 256 C20H16 033942-81-3 10
Abundance Scan 1129 (14.491 min): BF089098.D (-1127) (-) m/z 55.10 100.00%

It

5000

%7 138 102
| 316 14.20 14.40 14.60 14.80
—_ m/z 41.10 85.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #243004: Heptadecafluorononanoic acid, octadecyl ester
57
97
5000 252 LA L L L L L L L
14.20 14.40 14.60 14.80
m/z 256.10 68.86%
‘ ‘ Lﬁm‘ | | 297 381419 465505 698
T ...”,”.w.”..”.P.“,”.w.”..“.P.”P.”,”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance
55
14.20 14.40 14.60 14.80
5000 7 lee m/z 69.10 67.04%
207 252 V\J\M//\N\/‘JW

mﬁwﬁmﬁwﬁmﬁm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700

Abundance #141203: 2,5-Furandione, dihydro-3-tetradecy!- e e ERRES BE s
41 14.20 14.40 14.60 14.80
m/z 43.10 55.85%
5000
97
156
Jl 224 278
rrrh ,,,,,,,,,,,,,, AR RAm e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl14.69 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.69 3.33 ng 33064 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Thioflavone. 7-methoxv- 268 C16H1202S 000789-78-6 14
2 Phenol. 2-TI5-(3-methoxvphenvD)-I... 268 C15H12N203 1000303-05-4 11
3 4-Imidazolidinone. 5.5-diphenvl-... 268 C15H12N20S 021083-47-6 11
4 2.5-Cvclohexadiene-1.4-dione. 3-... 180 C10H1203 004586-58-7 10
5 4H-1-Benzopyran-4-one, 3-hydroxy... 268 C16H1204 007478-60-6 10
Abundance Scan 1146 (14.685 min): BF089098.D (-1144) (-) m/z 57.10 100.00%
q7
82 268 AJ\~¢xAA/A¥NA~¥AA\xAWVﬂV/
5000 4
131 151 "0 1460 14180 15,00
aaamasavas m/z 43.10 98.17%
m/z--> mmmmmmmmmmmmmmm
Abundance #117269: 1-Thioflavone, 7-methoxy-
268
5000 L B B UL B
225 1440 14.60 14.80 15.00
166 197 m/z 82.05 77.74%
69 95 123
”.w.ﬁ?ﬁ?ﬁ,khwp.ﬂquh.w.}F?”. [ ”M.n”?‘i...n....w.”.P
m/z--> mmmmmmmmmmmmmmm
Abundance
135 268
63 IR B B B
39 92 14.40 14.60 14.80 15.00
5000 m/z 268.10 77 .50%
181
119 211
152 239
WWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117146: 4-Imidazolidinone, 5,5-diphenyl-2-thioxo-
180 268 14.40 14.60 14.80 15.00
m/z 97.10 61.61%
miz--> ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

15.55 3.11 ng 30878 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 50
3 6.6-Diethvlhexadecane 282 C20H42 1000360-41-4 50
4 Hexatriacontane 507 C36H74 000630-06-8 47
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 47

Abundance Scan 1222 (15.554 min): BF089098.D (-1220) (-) m/z 57.10 100.00%

g7

5000

111128 149 175192211 239 267 15.20 15.40 15.60 15.80

3
m/z 71.10 79.38%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 1R R DR DN DA
29 15.20 15.40 15.60 15.80

m/z 43.10 62.32%

M || M8 141 160 197 225 253 282

m/z--> 50 100 150 200 250 300 350
Abundance
57
e
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 54 _.10%
113
39 141 169 197 23% 267 294 323 352
L Emam e B L
m/z--> 50 100 150 200 250 300 350
Abundance #129500: 6,6-Diethylhexadecane R e R B
57 15.20 15.40 15.60 15.80
a5 m/z 55.10 25.28%
5000
141 253
113 ‘ 211
..4.,‘.‘. . J\ N N e
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 1H-Cycloprop[e]azulene, 1la,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.53 37.61 ng 373187 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C15H24 021747-46-6 55
2 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 52
3 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 49
4 Farnesvl bromide 284 C15H25Br 006874-67-5 49
5 Guaia-3,9-diene 204 C15H24 000489-83-8 46
Abundance Scan 1307 (16.525 min): BF089098.D (-1304) (-) m/z 204.20 100.00%
5000
sz | | 160 1640 1660 1680
R ma T m/z 135.10 84 _.42%
m/z--> 50 100 150 200 250 300 350
Abundance #64572: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd...
107
161
135
5000 a 81 M NN R SRR
16.20 16.40 16.60 16.80
m/z 121.10 66 .31%
J:lluu‘uuluuuu|||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
93 135
" 16.20 16.40 16.60 16.80
5000 m/z 133.10 62.47%
161 204
69
T |""|y§"|""|' LI LR UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #64227: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth... B BREmma B R
135 204 16.20 16.40 16.60 16.80
m/z 69.10 62 .05%
161
5000 41 go
1
..LJ\\.l.‘L.LHT{JﬁI;.JW!.“u-.8. ——T T R R RS R
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl7.22 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.22 6.59 ng 65363 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Oxatricvclol9..2.1.0(1.10)1te... 262 C18H300 1000193-06-8 25
2 4.7-Methanoazulene. decahvdro-1.... 206 C15H26 020478-88-0 14
3 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 11
4 4-(3.4-Methvlenedioxvphenvl)-2-b... 192 C11H1203 055418-52-5 11
5 Anthracene, tetradecahydro-, (4a... 192 Cl14H24 019128-78-0 11
Abundance Scan 1368 (17.223 min): BF089098.D (-1365) (-) m/z 109.10 100.00%
a1 95109 135 229
81
5000 153 185 204 261
281 IR SIS SN B B
|| “MI WG 17.00 17.20 17.40 17.60

e m/z 55.10 97 .04%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112645: 14-Oxatricyclo[9..2.1.0(1,10)]tetradecane, 2,6,6,...

43

95 121 189

69

17.00 17.20 17.40 17.60
m/z 95.10 82.77%

5000

29 ‘
“ ‘m ‘\‘\ ‘m\‘
T

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

a1 g2 95 163 206

122 R R S
55 109 17.00 17.20 17.40 17.60

5000 m/z 135.10 82.22%

191
27 150
136

177

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

Abundance #66155: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexe... R  RREEEEES e
7 123 17.00 17.20 17.40 17.60

m/z 229.20 77 .83%

5000

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089098.D

Aca On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknownl8.62 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.62 5.90 ng 58586 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2.3-dibromo-. phosph... 692 C9H15Br604P 000126-72-7 10
2 1.2-Cvclohexanedicarboxvlic acid... 304 C15H25CI04 1000340-04-3 9
3 2-Propvnoic acid. 3-(1-hvdroxvcy... 182 C10H1403 1000317-29-4 9
4 0.0-Diethvl S-eththionvimethvl p... 260 C7H1704PS2 002588-05-8 2
5 Bisethoxo(methoxo)oxovanadium 188 C5H1304V 062450-00-4 2
Abundance Scan 1490 (18.617 min): BF089098.D (-1487) (-) m/z 69.10 100.00%
60
5000 39 139 162 201 231
| ‘ | ‘ " 18140 18.60 18.80 19.00
S— I m/z 81.10 71.05%
m/z--> 50 100 150 200 250 300
Abundance #242804: 1-Propanol, 2,3-dibromo-, phosphate (3:1)
3
57 108
5000 201 LIS BN BULILN UL B
137 1840 18.60 18.80 19.00
157 m/z 67.10 62.15%
El'ﬂil m‘l“ \IHI I‘\\lh 'Hl U“: ! IH\I ]I'7I5 . U . IZ?]-I B |28|0| B 3|2|5 .
m/z--> 50 100 150 200 250 300
Abundance
81 155
109 217 " 18.40 18:60 18.80 19.00
5000 m/z 108.10 58.03%
43
126 188
63
26 235 304
m/z--> 50 100 150 200 250 300
Abundance #46884: 2-Propynoic acid, 3-(1-hydroxycyclohexyl)-, methyl...
20 18.40 18.60 18.80 19.00
m/z 95.10 54 .98Y%
5000 53 95 150
122
T
— "‘.L ‘.“‘“.t.“.“““,“.‘.““‘.‘.,‘}6.7 — —— B i R e
m/z--> 50 100 150 200 250 300 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071816\
Data File : BF089098.D

Acq On 18 Jul 2016 23:11

Operator : UM/SJ

Sample : H4046-27

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.78 5.3 ng 77845 1 6.64 292895 20.0
unknown6 .41 6.41 69.1 ng 1012320 1 6.64 292895 20.0
Tetradecane 10.59 2.3 ng 35755 4 11.15 309507 20.0
n-Hexadecanoic acid 11.70 3.6 ng 55906 4 11.15 309507 20.0
Pentafluoropropio... 13.65 4.6 ng 103728 5 13.77 447063 20.0
Heptafluorobutyri... 14.27 4.3 ng 96505 5 13.77 447063 20.0
unknownl14 .49 14.49 2.5 ng 24669 6 15.13 198433 20.0
unknownl14 .69 14.69 3.3 ng 33064 6 15.13 198433 20.0
Eicosane 15.55 3.1 ng 30878 6 15.13 198433 20.0
1H-Cycloprop[e]laz... 16.53 37.6 ng 373187 6 15.13 198433 20.0
unknownl17.22 17.22 6.6 ng 65363 6 15.13 198433 20.0
unknownl18.62 18.62 5.9 ng 58586 6 15.13 198433 20.0
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