LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078473.D

Acq On : 13 Apr 2015 21:27

Operator : TP/1Z

Sample - G1677-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF040115.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 height area % max. total
1 1.255 4 6 27 rvB 399558 794990 18.09% 5.218%
2 1.507 27 28 35 rvv 318635 550254 12.52% 3.611%
3 1.610 35 37 71 rVB 1981967 4395067 100.00% 28.846%
4 5.084 338 341 347 rBV 324228 404383 9.20% 2.654%
5 6.422 456 458 466 rBvV 220742 250235 5.69% 1.642%
6 6.536 466 468 471 rBVY 760179 826266 18.80% 5.423%
7 6.833 491 494 496 rBvV 159077 220532 5.02% 1.447%
8 7.016 507 510 512 rBV 792439 837188 19.05% 5.495%
9 7.530 552 555 557 rBVY 752623 666879 15.17% 4.377%
10 8.410 629 632 633 rBY 233237 321259 7.31% 2.109%
11 9.290 707 709 711 rBV 62689 54874 1.25% 0.360%

12 9.759 747 750 752 rBV 1360175 1510319 34.36% 9.913%
13 10.559 818 820 823 rBV 334036 368882 8.39% 2.421%
14 11.359 888 890 893 rBvV 52778 54983 1.25% 0.361%
15 11.542 903 906 908 rBV 656694 826159 18.80% 5.422%

16 12.388 978 980 982 rBV 397612 395556 9.00% 2.596%
17 14.377 1151 1154 1157 rBV 1766001 1737950 39.54% 11.407%
18 15.565 1255 1258 1262 rBV 80570 135503 3.08% 0.889%
19 15.645 1262 1265 1267 rVB 356361 450109 10.24% 2.954%
20 17.360 1412 1415 1418 rBV 367815 434872 9.89% 2.854%

Sum of corrected areas: 15236260
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078473.D

Acqg On : 13 Apr 2015 21:27

Operator : TP/1Z

Sample - G1677-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO78473.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078473.D

Acq On : 13 Apr 2015 21:27

Operator : TP/1Z

Sample - G1677-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.26 72.10 ng 794990 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 6 (1.255 min): BF078473.D (-4) (-) m/z 73.10 100.00%
7B
5000 23
55 87 e —
37 o7 1.30 1.40 1.50 1.60 1.70
SN NN S -1 N N — m/z 43.10 36.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 _4q7|"“|""|"'w""|"
43 1.30 1.40 1.50 1.60 1.70
55 87 m/z 55.10 25.62%
29
"'I""I""I'?§'I""I""I"§?I"' gq"'l""l""l""l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
'1.30 1.40 150 1.60 1.70
5000 55 m/z 87.10 25.33%
43
27
15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 1.30 1.40 1.50 1.60 1.70
m/z 41.05 11.40%
5000 43
58
'”I”'W'”Uﬁ'”l“'W'”'P'”I”'W'”MP'”I”'W'”'P' RS IR LU I UL B
m/z--> 10 40 50 70 80 90 100 110 120 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078473.D

Acq On : 13 Apr 2015 21:27

Operator : TP/1Z

Sample - G1677-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 4 unknown6.54 Concentration Rank 3

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

6.54 74.93 ng 826266 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 468 (6.536 min): BF078473.D (-466) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 680
54 : : : :
qrer LS W m/z 68.10 43.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IDERARIE SRR SRREE SRR
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 31.69%
‘ L H | L
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80
5000 gg 116 m/z 66.10 26.80%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine A A RREaE T B
132 6.20 6.40 6.60 6.80
m/z 69.10 17.77%
97
5000
70
31
M50 | e 616 |
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078473.D

Acq On : 13 Apr 2015 21:27

Operator : TP/1Z

Sample - G1677-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 unknownll.36 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.36 2.98 ng 54983 Acenaphthene-d10 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fucose, cyclic ethylene mercaptal 240 C8H1604S2 003650-70-2 28
2 Benzene, 1,1"-(oxydiethylidene)bis- 226 C16H180 000093-96-9 27
3 4-Methylphenethyl isothiocyanate 177 C10H11INS 013203-39-9 22
4 4-Heptanone, 1,7-dichloro- 182 C7H12CI120 040624-07-5 17
5 Benzoic acid, 3,5-dibromo-4-meth... 439 C17H15Br2N03 1000258-73-5 16
Abundance Scan 890 (11.359 m(ibn): BF078473.D (-888) (-) m/z 105.00 100.00%
105
5000
147
41 77 B ER mE et SR AT
| 63 9 7 129 17 11.00 11.20 11.40 11.60
PNBMBSBMBR | RN S8 m/z 106.10 48.27%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #82712: Fucose, cmyclic ethylene mercaptal
105
AN
5000 AL SRR B I B
147 1100 11.20 11140 1160
m/z 107.10 33.92%
A \ Toe N 185 | s 204 222
m/z--> 0 20 45 60 80 160 120 150 160 180 200 220
Abundance
105
AR RARRA B naREs o
11.00 11.20 11.40 11.60
5000 m/z 147.10 32.09%
[ 121
152739 5L g3 | 9 148 167 211
mz-> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #40523: 4-Methylphenethy! isothiocyanate T e
105 11.00 11.20 11.40 11.60
m/z 77.00 24 .01%
5000
177
39 51
427w65“w“7145 S W (N L 1
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078473.D

Acq On : 13 Apr 2015 21:27

Operator : TP/1Z

Sample - G1677-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.57 6.02 ng 135503 Chrysene-di12 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 1-Tetracosanol 354 C24H500 000506-51-4 87
5 1-Hexacosanol 382 C26H540 000506-52-5 87
Abundance Scan 1258 (15.565 min): BF078473.D (-1255) (-) m/z 57.10 100.00%

43 57 83 g7
5000 111
125 4 ---------------A-

139 15,20 15.40 15.60 15.80

207 m/z 43.10 89.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57
83
97
5000

15.20 15.40 15.60 15.80

29 . m/z 83.10 88.87%
J | 139153167182106210224 252 280
SRS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 At
97 1520 15.40 15.60 15.80
5000 m/z 55.10 86.14%
111
29
125
139153167181196 224
Wwﬁwmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene T T A
1520 15.40 15.60 15.80
m/z 97.10 83.41%
5000

125
139
154168182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 20 15. 40 15. 60 15. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078473.D

Acq On : 13 Apr 2015 21:27

Operator : TP/1Z

Sample - G1677-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.26 72.1 ng 794990 1 6.83 220532 20.0
unknown6 .54 6.54 74.9 ng 826266 1 6.83 220532 20.0
unknownl1l .36 11.36 3.0 ng 54983 3 10.56 368882 20.0
3-Eicosene, (E)- 15.57 6.0 ng 135503 5 15.65 450109 20.0
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