LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BF077485.D

Acq On : 27 Feb 2015 2:39 Instrument :
Operator : TP/IZ BNA_F

Sample - 61385-01 ClientSampleld :
Misc - g B-1-D1213

ALS Vial : 23 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: CENTROID

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 1.424 44 47 49 rBvV 3481095 3730612 100.00% 17.536%
2 1.561 55 59 62 rvB 125810 180129 4.83% 0.847%
3 1.733 71 74 81 rvB 69793 90401 2.42% 0.425%
4 1.847 81 84 96 rBv2 68285 150364  4.03% 0.707%
5 5.047 362 364 369 rvB 217773 269049 7.21% 1.265%
6 5.550 406 408 411 rBV 1049287 1279516 34.30% 6.015%
7 6.819 517 519 522 rBV 1472123 1371492 36.76% 6.447%
8 6.979 530 533 535 rBV 1360947 1500467 40.22% 7.053%
9 7.265 556 558 560 rBY 505838 449430 12.05% 2.113%
10 7.448 572 574 577 rVB 877430 1077791 28.89% 5.066%

11 7.950 616 618 621 rVB 711270 857747 22.99% 4.032%
12 8.842 693 696 698 rBvV 739900 638804 17.12% 3.003%
13 10.191 811 814 816 rBV 1865471 1788682 47.95% 8.408%
14 10.694 856 858 860 rBvV 109280 93325 2.50% 0.439%
15 11.014 884 886 889 rBvV 752628 741412 19.87% 3.485%

16 11.917 963 965 967 rVB 52206 46981 1.26% 0.221%
17 11.997 969 972 974 rBV 1158925 1159802 31.09% 5.452%
18 12.854 1045 1047 1049 rBvV 619789 801764 21.49%% 3.769%

19 12.888 1049 1050 1052 rVB 90833 68541 1.84% 0.322%
20 14.363 1177 1179 1181 rVB 99151 96866 2.60% 0.455%
21 14.648 1201 1204 1206 rBV 64224 90492 2.43% 0.425%

22 14.854 1220 1222 1225 rBV 1965765 2142094 57.42% 10.069%
23 16.031 1322 1325 1331 rBV 217666 392018 10.51% 1.843%
24 16.146 1332 1335 1337 rVV 920027 1017155 27.27% 4.781%

25 16.180 1337 1338 1343 rVB 48435 53774 1.44% 0.253%

26 16.843 1393 1396 1402 rBV3 21146 41506 1.11% 0.195%

27 17.426 1445 1447 1454 rVB 35297 88100 2.36% 0.414%

28 17.814 1479 1481 1484 rVB 34593 41205 1.10% 0.194%

29 17.883 1484 1487 1495 rBV 714271 953412 25.56% 4.482%

30 18.512 1539 1542 1547 rBV2 31481 60595 1.62% 0.285%
Sum of corrected areas: 21273526
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF022615\
BFO77485.D
27 Feb 2015
TP/1Z
G1385-01

S
23

2:39

Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77485.D

Acq On : 27 Feb 2015 2:39

Operator : TP/1Z

Sample - G1385-01

Misc S

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
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 1 unknownl._42 Concentration Rank 1

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

1.42 166.02 ng 3730610 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 47 (1.424 min): BFO77485.D (-44) (-) m/z 73.10 100.00%
73
5000 43
89
1.00 120 1.40 1.60 1.80
55
e g8 e Tm/z 43.10 51.58%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 NSNS RS SRR S
1.00 120 1.40 1.60 1.80
31 89 m/z 89.10 31.69%
T |"%¢'|"'%$l"'4§|"??l LB UL S B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
32 [rrrr T T
58 89 1.00 1.20 1.40 1.60 1.80
5000 18 m/z 41.10 10.17%
T T '?TI rrTTT T |??' N "'|7?"' U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2103: Propane, 2-methoxy-2-methy!l- MMBSSEE & S MNP S
73 1.00 120 1.40 1.60 1.80
m/z 45.10 7.90%
5000
57
20 41 ‘
15 \‘ \“\ 50 11 ! 87
miz--> 10 20 30 40 50 60 70 8 9 | | 100 120 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77485.D

Acq On : 27 Feb 2015 2:39

Operator : TP/1Z

Sample - G1385-01

Misc S

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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.

1.73 4.02 ng 90401 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 38
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10

Abundance Scan 74 (1.733 min): BFO77485.D (-71) (-) m/z 73.10 100.00%
7B
5000 43
55 87 S —
1.40 1.60 1.80 2.00
b4 L m/z 43.10  49.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 BRSNS S SRR
43 1.40 1.60 1.80 2.00
55 87 m/z 55.10 26.52%
29
'w"'w"'w'?§'w"'w"'w'§?w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
- 87 140 1.60 1.80 200
5000 m/z 87.10 23.74%
29
15 67 97
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4305: Silane, ethyltrimethyl- R m ma
73 1.40 1.60 1.80 2.00
m/z 41.10 12.61%
5000 59
87
43
29 || 53 | 67 | 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 140 1.60 1.80 200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77485.D

Acq On : 27 Feb 2015 2:39

Operator : TP/1Z

Sample - G1385-01

Misc S

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 5 Propane, 2-methyl-2-(1-meth... Concentration Rank 4

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

5.05 11.97 ng 269049 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 364 (5.047 min): BF077485.D (-362) (-) m/z 43.05 100.00%
59
5000
101 R UL L L
| 83 | 007 480 5.00 5.20 5.40
Yt m/z 59.10 57 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
509
5000 HRR UL L L
a 4.80 5.00 5.20 5.40
101 m/z 101.10 20.27%
29
'"W'Mhﬂh'“H';@qu”ﬂ"”l"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540
5000 5o m/z 58.10 16.40%
15 101
31 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime R b e R AR
43 4.80 5.00 5.20 5.40
m/z 41.10 9.18%
5000
101
15 31 | Bes g
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77485.D

Acq On : 27 Feb 2015 2:39

Operator : TP/1Z

Sample - G1385-01

Misc S

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 unknown6.98 Concentration Rank 2

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

6.98 66.77 ng 1500470 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 533 (6.979 min): BF077485.D (-530) (-) m/z 132.00 100.00%
132
5000
68
0 s |l s oo o | 6E ek Tho 75w
B m/z 134.00 34.04%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AP RN AR AR
6.60 6.80 7.00 7.20 7.40
m/z 68.10 33.45%
31
""l'w'l'l'jg"'l"”l""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
57 132
SRS SRARERRARSRARSS R
74 6.60 6.80 7.00 7.20 7.40
5000 gg 116 m/z 66.10 21.44%
158 189
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R A ma)
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 13.83%
5000 67
41 97
53
Ll e
||||‘|‘||“|‘||‘|‘l‘|‘|“|‘||‘|‘i|]|-0|7||“|||H||||||||||||||||||||| e
m/z--> 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77485.D

Acq On : 27 Feb 2015 2:39

Operator : TP/1Z

Sample - G1385-01

Misc S

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 8 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.03 7.71 ng 392018 Chrysene-d12 16.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 95
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 93
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 1325 (16.031 min): BF077485.D (-1322) (-) m/z 57.10 100.00%
5
5000
3 139 15.80 16.00 16.20 16.40
J\[JU Jl | o208 208 234 281 . m/z 83.10 96.03%
m/z--> 50 100 150 200 250 300 350
Abundance #146886 Dichloroacetic acid, heptadecyl ester
57
5000 LR SN UGN SR I
15.80 16.00 16.20 16.40
29 m/z 55.10 88.60%
. &uﬂud ‘M L 139‘ 168 191210 ?§8| 266 295
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
15.80 16.00 16.20 16.40
5000 111 m/z 43.05 86.51%
29
139 168 194 224 250 597 360
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57 ~ 715'80 16,00 16.20 1640

m/z 97.10 82.74%

83
5000
111
29
169 238
Y Lol |1391‘ 191210 ~ 265283
Al

m/z--> 50 100 150 200 250 300 350 15.80 16. 00 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077485.D

Acq On : 27 Feb 2015 2:39

Operator : TP/1Z

Sample - G1385-01

Misc S

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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 .42 1.42 166.0 ng 3730610 1 7.27 449430 20.0
Butane, 2-methoxy... 1.73 4.0 ng 90401 1 7.27 449430 20.0
Propane, 2-methyl... 5.05 12.0 ng 269049 1 7.27 449430 20.0
unknown6 .98 6.98 66.8 ng 1500470 1 7.27 449430 20.0
Dichloroacetic ac... 16.03 7.7 ng 392018 5 16.15 1017160 20.0
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