LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022920.D

Aca On > 8 Jul 2016 7:25

Operator : UM/SJ

Sample = H3900-02

Misc :

ALS Vial : 20 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 3.037 31 34 42 rBV 126673 206757 2.04% 0.360%
2 5.223 400 406 414 rBV 288347 466524 4 .60% 0.811%
3 5.699 479 487 498 rBVY 2388230 3794890 37.39% 6.601%
4 7.309 750 761 770 rBVY 2651707 4589077 45.21% 7.982%
5 7.685 817 825 837 rVB 2491046 4255698 41.93% 7.402%
6 8.155 896 905 913 rBV 454326 790682 7.79% 1.375%
7 8.478 950 960 970 rVB 1799094 3141442 30.95% 5.464%
8 9.324 1096 1104 1113 rBY 1610254 2983155 29.39% 5.189%
9 10.981 1378 1386 1393 rVB 662091 1164507 11.47% 2.026%
10 13.419 1792 1801 1808 rBY 4437366 6884368 67.83% 11.975%

11 14.236 1934 1940 1946 rBV 521088 767269 7.56% 1.335%
12 14.800 2029 2036 2043 rBV2 1114762 1856475 18.29% 3.229%
13 16.292 2283 2290 2299 rBV 4093690 6459263 63.64% 11.235%
14 16.480 2317 2322 2330 rBV2 115573 199217 1.96% 0.347%
15 17.280 2454 2458 2462 rVB2 110290 119097 1.17% 0.207%

16 17.556 2497 2505 2512 rBV2 1613828 2490273 24.53% 4_.332%
17 17.908 2559 2565 2570 rBv4 69196 110990 1.09% 0.193%
18 18.419 2648 2652 2660 rBV3 174287 264315 2.60% 0.460%
19 19.688 2863 2868 2873 rBv4 85956 141539 1.39% 0.246%
20 20.153 2941 2947 2958 rVB 7231286 10150038 100.00% 17.655%

21 20.928 3076 3079 3083 rBV2 106388 129108 1.27% 0.225%
22 21.451 3163 3168 3180 rBV3 251672 461001 4._.54% 0.802%
23 21.845 3228 3235 3241 rVB 1530812 2545017 25.07% 4.427%
24 23.349 3485 3491 3498 rVB2 391681 759676 7.48% 1.321%
25 23.566 3522 3528 3535 rBV3 95100 176742 1.74% 0.307%

26 25.194 3795 3805 3817 rVB2 882967 2584021 25.46% 4._.495%

Sum of corrected areas: 57491141
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022920.D

Aca On > 8 Jul 2016 7:25

Operator : UM/SJ

Sample = H3900-02

Misc :

ALS Vial : 20 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: BG022920.D
7000000
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5000000
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3000000
5.70 7.31 7.68

2000000 8.48 9.32

1000000
50 815 10.98
3.04 I\

Time--> 3.00 3.50 4.00 450 5.00 5.50 6.00 650 700 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022920.D
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG022920.D
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6000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022920.D

Aca On > 8 Jul 2016 7:25

Operator : UM/SJ

Sample = H3900-02

Misc :

ALS Vial : 20 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 5

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

3.04 5.23 ng 206757 1,4-Dichlorobenzene-d4 8.15
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 12
3 Propanoic acid. 2-methvl-3-(trim... 174 C8H1802Si 018388-42-6 9
4 Butanoic acid. 2-(methoxvimino)-... 217 C9H19NO3Si 055493-95-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 34 (3.037 min): BG022920.D (-31) (-) m/z 73.10 100.00%
7B
5000 43 /\\&\
3 oo 3. 20 3. 40
ot (| 108134161 212 246 289 331356 404 450 481 | 57 4310 45.76%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4665: Propane, 2,2-dimethoxy-
73
000 43 300 320 340
‘ m/z 89.10 28.14%
HH"l""'ll()fl"'|""|""|""|""|""|""|""
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
73
300 320 340
5000 43 m/z 41.15 7.47%
103
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4éo
Abundance #39072: Propanoic acid, 2-methyl-3-(trimethylsilyl)-, meth...
3 3.00 3.20 3.40
159 m/z 45.10 6.13%
5000
45 1}5
|
miz--> 0 50 160 1%0 260 2%0 360 3%0 460 4éo 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022920.D

Aca On > 8 Jul 2016 7:25

Operator : UM/SJ

Sample = H3900-02

Misc :

ALS Vial : 20 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 3

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

5.22 11.80 ng 466524 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 40
3 4-Ethvl-3-octanol 158 C10H220 019781-26-1 25
4 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 23
5 Butanoic acid, 3-oxo-, 2-propeny... 142 C7H1003 001118-84-9 9

Abundance Scan 405 (5.217 min): BG022920.D (-400) (-) m/z 43.05 100.00%
43
5000
101 P B
480 5.00 520 5.40 5.60
kb2 185 168 207 288 A 22, m/z 59.10  68.88%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 e
4.80 5.00 5.20 5.40 5.60

m/z 101.10 24 .26%

101

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

Abundance
43
R Rmams B
4.80 5.00 520 5.40 5.60
5000 m/z 58.10 14.70%
101
70
15
L e R B o R
m/iz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28218: 4-Ethyl-3-octanol T TP ey
59 4.80 5.00 5.20 5.40 5.60

m/z 41.10 9.43%

5000

%8 129
‘ ] ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022920.D

Aca On > 8 Jul 2016 7:25

Operator : UM/SJ

Sample = H3900-02

Misc :

ALS Vial : 20 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.

7.68 107.65 ng 4255700 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 824 (7.679 min): BG022920.D (-817) (-) m/z 132.00 100.00%
132
68
5000
w | P 740 7.60 7.80 8.00
oyl [y L se2 as2 s st s swswm s "eg 05" ss 4z
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 U UL UL R
7.40 7.60 7.80 8.00
33 70335 m/z 66.10 40.17%
”th“”hk"W""P'"I”"I'”'I"”I"'W""P"'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.00 33.05%
31 70
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine EEa T e .
132 7.40 7.60 7.80 8.00
69 m/z 69.10 28.92%
104
5000
31
'J“w'"w'"w'"w"'w"'w"'w"'w"'w"'w"' R UL UL R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022920.D

Aca On > 8 Jul 2016 7:25

Operator : UM/SJ

Sample = H3900-02

Misc :

ALS Vial : 20 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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.12 ng 264315 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2652 (18.419 min): BG022920.D (-2648) (-) m/z 73.10 100.00%

73

5000

18.20 18.40 18.60 18.80
m/z 60.10 78.92%

458 496

387

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65565: Tridecanoic acid
73
43
5000 129
17 18.20 18.40 18.60 18.80
9 ‘ 214 m/z 55.10 70.96%
b L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 T T T T T
18.20 18.40 18.60 18.80
5000 129 m/z 43.10 68.21%
185
228
99
15 157
L B o o e 0 B ) ML e e e S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid B o
43 18.20 18.40 18.60 18.80
m/z 41.10 64.76%
73
5000
jpen?® a2 2
L o o e 0 o B B e e e e o e AR REEE S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022920.D

Aca On > 8 Jul 2016 7:25

Operator : UM/SJ

Sample = H3900-02

Misc :

ALS Vial : 20 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 6 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.45 3.62 ng 461001 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 93
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 83
3 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 64
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 53
5 1-Heptacosanol 396 C27H560 002004-39-9 53
Abundance Scan 3168 (21.451 min): BG022920.D (-3163) (-) m/z 57.10 100.00%
" 21120 21140 2160 21.80
L m/z 43.05 84.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168066: 17-Pentatriacontene
43
5000 LI BRI BRI B B
mmmmmmmm
{ 111 m/z 69.05 74.61%
h MM “139167196224 267292 321 462 490
m/z--> 5 250 300 350 460 4%0 560
Abundance
43
6 " 21120 21.40 2160 21.80
5000 m/z 71.10 69.98%
97
125154183 224 252
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4%0 560
Abundance #81303: Thieno[2,3-d]-1,3-thiaselenol-2-thione T T e
69 21.20 21.40 21.60 21.80
m/z 55.10 62.47%
238
117
5000
158
] 1 i N\V\/\/\/LMAM
.H.l‘i. ..|L. ..|....J|....|....|....|....|....|....|.. AT T e
m/z--> 50 100 150 200 250 300 350 400 450 500 2120 2140 2160 2180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022920.D

Aca On > 8 Jul 2016 7:25

Operator : UM/SJ

Sample = H3900-02

Misc :

ALS Vial : 20 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 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.35 5.97 ng 759676 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 72
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 52
4 Dodecanamide 199 C12H25N0 001120-16-7 43
5 Nonanamide 157 C9H19NO 001120-07-6 38

Abundance Scan 3491 (23.349 min): BG022920.D (-3485) (-) m/z 59.10 100.00%

5000

—

23.00 23.20 23.40 23.60
m/z 72.10 83.39%

97 126

152 182209 240267204320350 385 429 486 523

m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #135945: 13-Docosenamide, (2)-
59
5000 LA L L L L L

23.00 23.20 23.40 23.60
m/z 55.10 55.51%

337

dk\“ﬂhmhh\ 54184 234 276 308

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

LN

|  ©
o _—
©

Abundance
T T T e
23.00 23.20 23.40 23.60
5000 m/z 43.10 37.71%
g 126
154184210238 281
T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74439: Tetradecanamide S
59 23.00 23.20 23.40 23.60
m/z 41.10 32.98%
B WJ\‘J\VM
227
5] 1) 7 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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Data Path :

Data File : BG022
Acq On > 8 Ju
Operator : UM/SJ
Sample > H3900
Misc :

ALS Vvial :© 20

Tentatively ldentified Compound (LSC) summary

920.D
1 2016 7:25

-02

Sample Multiplier: 1

Z:\HPCHEMI1I\BNA_G\DATA\BGO70816\

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M

Quant Title

TIC Library :C
TIC Integration P

TIC Top Hit name

unknown3.04
2-Pentanone, 4-hy..
unknown7 .68
Tridecanoic acid
17-Pentatriacontene
13-Docosenamide, ..

8270-BG0O70816.M Fri

:\DATABASE\NISTO2.L
arameters: LSCINT.P

RT EstConc Units Response

3.04 5.2 ng
- 5.22 11.8 ng
7.68 107.7 ng

18.42 2.1 ng
21.45 3.6 ng
. 23.35 6.0 ng

Jul 08 19:29:20 2016

206757
466524
4255700
264315
461001
759676

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
| # RT Resp Conc]

1 8.15 790682 20.0
1 8.15 790682 20.0
1 8.15 790682 20.0
4 17.56 2490270 20.0
5 21.84 2545020 20.0
5 21.84 2545020 20.0
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