LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022946.D

Aca On > 9 Jul 2016 1:25

Operator : UM/SJ

Sample = H3900-05

Misc :

ALS Vial : 44 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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 3.044 30 35 42 rVB 153152 214234 2.77% 0.458%
2 5.224 399 406 412 rBV2 92034 152838 1.98% 0.326%
3 5.700 477 487 499 rBV 1375129 2254858 29.14% 4.815%
4 7.309 753 761 772 rBVY 1680390 2904588 37 .54% 6.203%
5 7.680 817 824 833 rBVY 1453391 2650506 34.26% 5.660%
6 8.155 897 905 914 rVB 410231 726099 9.38% 1.551%
7 8.479 951 960 968 rBY 1125494 1924534 24.87% 4.110%
8 9.325 1096 1104 1115 rBvV 1060162 1929602 24.94% 4.121%
9 10.982 1378 1386 1394 rBV 661812 1181037 15.26% 2.522%
10 13.420 1793 1801 1813 rVB 3079877 5003316 64.66% 10.685%

11 14.237 1934 1940 1945 rBV 397779 593801 7.67% 1.268%
12 14.795 2028 2035 2043 rBV2 1145853 1947025 25.16% 4.158%
13 16.287 2283 2289 2302 rBV 2921239 4528313 58.53% 9.670%
14 16.481 2318 2322 2325 rBV3 62998 84662 1.09% 0.181%
15 17.274 2452 2457 2463 rBV2 68969 109147 1.41% 0.233%

16 17.550 2498 2504 2509 rBV 1509977 2427147 31.37% 5.183%
17 17.591 2509 2511 2519 rVB 197121 282525 3.65% 0.603%
18 17.909 2561 2565 2571 rBV3 63634 107566 1.39% 0.230%
19 18.420 2648 2652 2659 rBv2 307501 438352 5.67% 0.936%
20 19.272 2793 2797 2802 rBV5 91601 132604 1.71% 0.283%

21 19.601 2848 2853 2860 rVB 323975 481226 6.22% 1.028%
22 19.689 2864 2868 2875 rVV5 106955 151191 1.95% 0.323%
23 19.930 2903 2909 2910 rBV5 60556 109592 1.42% 0.234%
24 19.965 2911 2915 2921 rVB 260979 374192 4.84% 0.799%
25 20.153 2941 2947 2953 rBV 5877168 7737339 100.00% 16.523%

26 20.282 2964 2969 2976 rVBS8 35619 102537 1.33% 0.219%
27 20.441 2992 2996 3003 rVB7 72303 125341 1.62% 0.268%
28 21.452 3164 3168 3174 rBV3 220571 318221 4._.11% 0.680%
29 21.845 3227 3235 3240 rBV 1773112 3064368 39.60% 6.544%
30 23.349 3484 3491 3500 rBV 957312 1811896 23.42% 3.869%

31 24.131 3618 3624 3630 rBv4 93132 255409 3.30% 0.545%
32 25.200 3796 3806 3817 rBV2 924044 2702929 34.93% 5.772%
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LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022946.D

Aca On > 9 Jul 2016 1:25

Operator : UM/SJ

Sample = H3900-05

Misc :

ALS Vial : 44 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 46826995
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022946.D

Aca On > 9 Jul 2016 1:25

Operator : UM/SJ

Sample = H3900-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG022946.D
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Abundance TIC: BG022946.D
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022946.D

Aca On > 9 Jul 2016 1:25

Operator : UM/SJ

Sample = H3900-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown3.04 Concentration Rank 4

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

3.04 5.90 ng 214234 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 33
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 17
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
4 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrCI302 1000115-31-4 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 34 (3.038 min): BG022946.D (-30) (-) m/z 73.10 100.00%

K<
5000 43

300 320 340

Ol A |08 151178 224251 307 885 41 488 | 7z 43.05  50.81%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000 T T T LI B T 1T
43 300 320 340
‘ m/z 89.10 33.45%
m/z--> O 50 100 150 200 250 300 350 400 450
Abundance
73
e ML B e i o S
3.00 3.20 3.40
5000 43 m/z 42.10 8.38%
103
O T T T T T T T T T
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #4342: Pentane, 3-methoxy-
73 3.00 3.20 3.40
m/z 45.10 7.69%
5000
45
o
miz—-> 0 50 100 150 200 250 300 350 400 450 3.00 3.20 3.40
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022946.D

Aca On > 9 Jul 2016 1:25

Operator : UM/SJ

Sample = H3900-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters:

LSCINT.P

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

522 421ng 152838 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 45

2 Cvcloserine 102 C3H6N202 000068-41-7 33
3 Butane. 1-(l1l-methvlethoxv)- 116 C7H160 001860-27-1 32
4 3-Heptanol 116 C7H160 000589-82-2 17
5 Butane, 2-methoxy- 88 C5H120 006795-87-5 16
Abundance Scan 405 (5.218 min): BG022946.D (-399) (-) m/z 43.05 100.00%

43
5000
101

480 500 520 540 560

69 | 141 221 319
Ol 220 JH100 et 271 IO 396386 402 499927 'm/z 59.10  74.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 | BRI INLENL L L L L L LB

480 5.00 520 5.40 5.60
m/z 101.10 25.03%

15 ‘ 101
|"'““|""|""'|""|"" DN S R SR R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43

4.80 5.00 5.20 5.40 5.60

o

5000 m/z 58.00 14 _.58%
74
102
O T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8161: Butane, 1-(1-methylethoxy)-
43 4.80 5.00 520 5.40 5.60

m/z 41.10 8.91%

5000
73 101

14
N o

m/z--> 0 50 100 150 200 250 300 350 400 450 500

4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022946.D

Aca On > 9 Jul 2016 1:25

Operator : UM/SJ

Sample = H3900-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 3 unknown7.68 Concentration Rank 1

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

7.68 73.01 ng 2650510 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 11
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 824 (7.680 min): BG022946.D (-817) (-) m/z 132.00 100.00%
132
68
5000
w0 | P 740 7.60 7.80 8.00
o 191 222 259 386 446475 510539 n/z 68.10 61.38%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 5 AT
7.40 7.60 7.80 8.00
3 10 m/z 66.10 40.79%
Ol“Jth"l'“'l"“ DN SN S S B B
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 133.95 33.80%
67
102
L S L L B B B B B B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14013: 1H-Benzimidazole, 2-methyl- R ma e R W
132 7.40 7.60 7.80 8.00
m/z 69.10 26.53%
5000
. 28 63‘ 104
iz G 10 1% 3% %0 Ho o o o o 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022946.D

Aca On > 9 Jul 2016 1:25

Operator : UM/SJ

Sample = H3900-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.42 3.61 ng 438352 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 35
Abundance Scan 2652 (18.420 min): BG022946.D (-2648) (-) m/z 72.95 100.00%
43
5000
129 213
97 157 192 256
18.20 18.40 18.60 18.80
281303
o abot el .'~~'.'l~~, b ZEEE 361 401 T 760,10 70..96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92227: n-Hexadecanoic acid
43
73
5000
18.20 18.40 18.60 18.80
12 - m/z 57.10 69 .56%
97
ol IMMJMHMIW o] ?ﬁg}?{‘.,z}?. S N
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
"' 1820 18.40 18,60 18.80
5000 m/z 55.10 65.39%
129 242
97 199
149171
e L L B UL (UL S WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #75070: Tetradecanoic acid AR R B s L
3,73 18.20 18.40 18.60 18.80
m/z 43.05 63.68%
5000 129
M 97 185 208
sl sy | e M
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022946.D

Aca On > 9 Jul 2016 1:25

Operator : UM/SJ

Sample = H3900-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Pentafluoropropionic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.45 2.08 ng 318221 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
2 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 90
3 1-Octadecanethiol 286 C18H38S 002885-00-9 89
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 83
Abundance Scan 3168 (21.452 min): BG022946.D (-3164) (-) m/z 57.10 100.00%
57

97

5000

228
125 281

Ol
m/z--> 0 50 100 150 200 250 300 350 400 450

308 341370 418 466 501 539

21.20 21.40 21.60 21.80

500

Abundance

#156888: Pentafluoropropionic acid, heptadecyl ester

m/z 43.10 90.28%

57
5000 LA L L L L L LB
21 20 21. 40 21. 60 21. 80
m/z 71.05 69.76%
29 125
0 \‘ \‘ i H ‘\ \M‘\ Hl§4‘182210238 283
e R R ERE N R e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
T T T
97 21.20 21.40 21.60 21.80
5000 m/z 69.10 64.37%
153 196224 271 307
O T SELE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #110010: 1-Octadecanethiol L B e e R
43| 83 21.20 21.40 21.60 21.80
m/z 97.10 62.52%
5000 11
l 252 286
168 224 \
MBI o O B 1 e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022946.D

Aca On > 9 Jul 2016 1:25

Operator : UM/SJ

Sample = H3900-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.35 11.83 ng 1811900 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 58
2 Tetradecanamide 227 C14H29NO 000638-58-4 53
3 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 42
4 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 30
5 Cyclopentylsilane 100 C5H12Si 080249-74-7 30

Abundance Scan 3491 (23.349 min): BG022946.D (-3484) (-) m/z 59.10 100.00%

59

5000

_%

23.00 23.20 23.40 23.60
m/z 72.05 76 .65%

97 126

o 154179207 254 294 337366 418 456 509

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106874: 9-Octadecenamide, (2)-

%

5000 LI L L L L L LB L B
23.00 23.20 23.40 23.60
m/z 55.10 47 .40%
29 281
O b o0 0 20258
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
e e AT
23.00 23.20 23.40 23.60
5000 m/z 41.10 29.77%
227
. 29 97 128,184
B B T R m B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #135944: 13-Docosenamide, (2)- O S P Y T T T T
59 23.00 23.20 23.40 23.60
m/z 69.10 29.29%
5000
137
‘ o1 ‘ 337
o — L]WﬂJMA R LT ot NN et S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23. OO 23 20 23. 40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_G\DATA\BG070916\
Data File : BG022946.D

Acq On > 9 Jul 2016 1:25

Operator : UM/SJ

Sample - H3900-05

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .04 3.04 5.9 ng 214234 1 8.16 726099 20.0
2-Pentanone, 4-hy... 5.22 4.2 ng 152838 1 8.16 726099 20.0
unknown? .68 7.68 73.0 ng 2650510 1 8.16 726099 20.0
n-Hexadecanoic acid 18.42 3.6 ng 438352 4 17.55 2427150 20.0
Pentafluoropropio... 21.45 2.1 ng 318221 5 21.85 3064370 20.0
9-Octadecenamide, ... 23.35 11.8 ng 1811900 5 21.85 3064370 20.0
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