LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077925.D

Acq On : 24 Mar 2015 21:44

Operator : TP/1Z

Sample : G1615-03

Misc :

ALS Vial : 19 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-BF031115.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 1.275 31 34 36 rvB 2231050 2397888 100.00% 16.451%
2 1.390 41 44 57 rvB 89989 231148 9.64% 1.586%
3 1.561 57 59 64 rvB 75328 103219 4_30% 0.708%
4 1.653 64 67 75 rvB 98760 182862 7.63% 1.255%
5 1.767 75 77 101 rVB 615254 1222047 50.96% 8.384%

4.864 346 348 357 rVB 88219 114796 4._.79% 0.788%
5.402 393 395 398 rBV 863374 887038 36.99% 6.086%
6.693 505 508 510 rBV 966668 963393 40.18% 6.610%
517 520 522 rBV 973196 999438 41.68% 6.857%
7.116 542 545 547 rBV 284696 260274 10.85% 1.786%

=
QO ~NO®
(9}
o0}
w
o

11 7.299 559 561 564 rBvV 868886 784702 32.72% 5.384%
12 7.813 603 606 608 rBvV 548516 576272 24.03% 3.954%
13 8.693 681 683 685 rBv 378148 357676 14.92% 2.454%
14 9.402 743 745 748 rBV 24543 24324 1.01% 0.167%
15 10.042 798 801 803 rBV 1259691 1283225 53.51% 8.804%

16 10.545 843 845 848 rBV 56651 50185 2.09% 0.344%
17 10.865 870 873 875 rVB 294559 411159 17.15% 2.821%
18 11.756 949 951 954 rBV 72417 100724 4._.20% 0.691%
19 11.836 955 958 961 rBvV 697673 671536 28.01% 4.607%
20 12.694 1030 1033 1036 rBV 474168 441365 18.41% 3.028%

21 14.682 1205 1207 1210 rBV 1075608 1509462 62.95% 10.356%
22 15.883 1309 1312 1318 rBV3 17827 54726 2.28% 0.375%

23 15.985 1318 1321 1323 rVV 370090 481727 20.09% 3.305%
24 17.757 1474 1476 1479 rBV 331823 466678 19.46% 3.202%

Sum of corrected areas: 14575864
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077925.D

Acq On : 24 Mar 2015 21:44

Operator : TP/1Z

Sample : G1615-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO77925.D
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Abundance TIC: BFO77925.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077925.D

Acq On : 24 Mar 2015 21:44

Operator : TP/1Z

Sample : G1615-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 1 unknownl.28 Concentration Rank 1

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

1.28 184.26 ng 2397890 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 34 (1.275 min): BF077925.D (-31) (-) m/z 73.10 100.00%
3
5000 43
89
e —
1.00 1.20 140 1.60
55
Ol prrrrro g et e e || M7z 4310 47 .69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 BRSNS '|{\“TT
1.00 1.20 140 1.60
a1 89 m/z 89.10 30.89%
'W'th“MLm”'El'”ﬂl“ﬁ'“i'“ﬁ'”ﬁ'”'P“'P”'P”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
100 120 140 160
5000 55 m/z 41.05 9.31%
43
20 35 65 81 89 102100 119 129137145
wmmmwmmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2102: Propane, 2-methoxy-2-methy!l- I e e B s e
73 1.00 1.20 140 1.60

m/z 45.10 7.22%

5000
29 a =7
1 ‘ | ‘ ‘ | 50 1 ‘

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.00 120 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077925.D

Acq On : 24 Mar 2015 21:44

Operator : TP/1Z

Sample : G1615-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.56 7.93 ng 103219 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 56
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 59 (1.561 min): BF077925.D (-57) (-) m/z 73.10 100.00%
7B
5000
43 - 87
207 120 140 160 1.80
e e 2 Tm/z 43.10  34.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 55 R
43 1.20 1.40 1.60 1.80
87 m/z 87.10 27 .12%
O Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
- 87 120 140 160 180
5000 m/z 55.10 24 _.24%
29
15
mz-> 20 40 60 80 100 120 140 160 180 200 A
Abundance #4342: Pentane, 3-methoxy- R e
73 120 1.40 1.60 1.80
m/z 71.10 11.63%
5000
45
29
| WJ 59 101
m/z--> 20 40 60 80 100 120 140 160 180 200 120 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077925.D

Acq On : 24 Mar 2015 21:44

Operator : TP/1Z

Sample : G1615-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4._86 8.82 ng 114796 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 348 (4.864 min): BF077925.D (-346) (-) m/z 43.10 100.00%
a3
59
5000
101 R RN L L
| 83 | 007 4.60 4.80 5.00 5.20
SRS MNP M NSNS S/ S m/z 59.10 54.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN U L
4.60 4.80 5.00 5.20
59 101 m/z 101.10 19.29%
Ty ?7"|""|'?q' ??" SRR EREE SRS SIREEBERRY B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 4.80 5.00 5.20
5000 m/z 58.10 16.39%
29 101
15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime e R e S
43 4.60 4.80 5.00 5.20
m/z 41.10 9.14%
5000
101
15 31 | S8 g9 g6
miz--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077925.D

Acq On : 24 Mar 2015 21:44

Operator : TP/1Z

Sample : G1615-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 unknown6.83 Concentration Rank 3

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

6.83 76.80 ng 999438 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 520 (6.830 min): BF077925.D (-517) (-) m/z 132.00 100.00%
5000
68
0 % J 6.40 6.60 6.80 7.00 7.20
40 54 - - - - -
iy Il qrer | N m/z 68.10 33.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRS I L L
6.40 6.60 6.80 7.00 7.20
21 51 78 m/z 134.00 32.72%
‘ L H | L
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 21.48%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl P e
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 13.21%
5000 og 0
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SR |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077925.D

Acq On : 24 Mar 2015 21:44

Operator : TP/1Z

Sample : G1615-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 9 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.76 4.90 ng 100724 Acenaphthene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzoyl bromide 184 C7H5Bro 000618-32-6 53
3 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 53
4 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 53
5 Benzoylformic acid 150 C8H603 000611-73-4 53
Abundance Scan 951 (11.756 min): BF077925.D (-949) (-) m/z 105.00 100.00%
105
77
5000
182
51 I § GUN
11.40 11.60 11.80 12.00
152
e 8 Tm/z 77.10  67.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44109: Benzophenone
105
" 182
5000 R DAL FURIL U SN
11.40 11.60 11.80 12.00
51 m/z 182.10 35.51%
27 39 | 63 | 87 | 115 126 139 152 165 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
105
77 11.40 1160 1180 12.00
5000 m/z 51.10 27.16%
51
62
mz-> 20 40 60 80 100 120 140 160 180
Abundance #22241: 1,2-Propanedione, 1-phenyl- e e
105 11.40 11.60 11.80 12.00
7 m/z 50.00 8.45%
5000
51
27 39\ | 6 | 86 | 122131 148
m/z--> 20 40 60 80 100 120 140 160 180 11:40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077925.D

Acq On : 24 Mar 2015 21:44

Operator : TP/1Z

Sample : G1615-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 10 Pentafluoropropionic acid, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.88 2.27 ng 54726 Chrysene-d12 15.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 83
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 83
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 83
4 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 80
5 1-Hexacosanol 382 C26H540 000506-52-5 80
Abundance Scan 1312 (15.883 min): BF077925.D (-1309) (-) m/z 43.10 100.00%
43 57
69
83

97

5000

—

15.60 15.80 16.00 16.20
m/z 57.10 85.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43 57
5000 69 LA L L L L L LB L L
15.60 15.80 16.00 16.20
29

111
$ L 125139154167181195 204 252

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

83
M 97 m/z 55.10 79.54%
AR

43 57

j—

15.60 15.80 16.00 16.20
5000 69 m/z 69.10 74 _.93%

29 83 97

11
125 140 155167 181 196 224

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

—

Abundance #148859: Trichloroacetic acid, pentadecy! ester RN REE e
43 57 15.60 15.80 16.00 16.20
69 83 m/z 83.10 67 .03%
97
5000
111
125
\‘ \\ Al b | 139158167182 210

m/z--> 40 60 80 100 120 140 160 180 200 220 240 15 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077925.D

Acq On : 24 Mar 2015 21:44

Operator : TP/1Z

Sample : G1615-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
unknownl.28 1.28 184.3 ng 2397890 1 7.12 260274 20.0
Butane, 2-methoxy... 1.56 7.9 ng 103219 1 7.12 260274 20.0
2-Pentanone, 4-hy... 4._.86 8.8 ng 114796 1 7.12 260274 20.0
unknown6 .83 6.83 76.8 ng 999438 1 7.12 260274 20.0
Benzophenone 11.76 4.9 ng 100724 3 10.85 411159 20.0
Pentafluoropropio... 15.88 2.3 ng 54726 5 15.99 481727 20.0
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