LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076849.D

Acq On : 13 Jan 2015 18:35

Operator - 1Z / TP

Sample : G1062-04

Misc S

ALS Vial : 12 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-BF010915_.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 1.396 26 27 33 rBv 79549 134115 11.63% 1.559%
2 1.476 33 34 55 rvB 631591 1153654 100.00% 13.413%
3 4._207 270 273 283 rBvY 96204 200759 17.40% 2.334%
4 5.133 351 354 363 rBVY 377444 676361 58.63% 7.864%
5 7.453 554 557 563 rBVY 435473 679764 58.92% 7.903%

6 7.556 563 566 571 rVB 462111 726591 62.98% 8.448%
7 8.059 607 610 614 rBV 130349 195117 16.91% 2.269%
8 8.379 634 638 641 rBvY 348386 534372 46.32% 6.213%
9 9.351 719 723 726 rBV 289688 429317 37.21% 4.991%
10 10.962 860 864 867 rBvV 180193 272836 23.65% 3.172%
11 13.602 1091 1095 1098 rBV 551109 809279 70.15% 9.409%
12 14.654 1185 1187 1191 rBV 29771 47359 4._.11% 0.551%
13 15.077 1221 1224 1228 rVB 177583 301175 26.11% 3.502%
14 16.677 1361 1364 1366 rVB 15295 18707 1.62% 0.217%

15 16.734 1366 1369 1372 rBV 382050 502622 43.57% 5.844%

16 17.820 1462 1464 1467 rBV 272589 313838 27.20% 3.649%
17 20.037 1655 1658 1661 rBV 839330 821903 71.24% 9.556%
18 20.723 1716 1718 1721 rVB 44401 60806 5.27% 0.707%
19 21.272 1763 1766 1767 rBV 24958 39534 3.43% 0.460%
20 21.306 1767 1769 1771 rVB 278082 321761 27.89%% 3.741%

21 22.952 1910 1913 1916 rBV 232882 294316 25.51% 3.422%

22 23.569 1961 1967 1970 rBV5 4966 16110 1.40% 0.187%

23 23.878 1991 1994 1997 rBV3 7388 20991 1.82% 0.244%

24 24.929 2082 2086 2090 rBv4 5905 14063 1.22% 0.164%

25 25.604 2142 2145 2151 rVB7Y 4995 15719 1.36% 0.183%
Sum of corrected areas: 8601069
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076849.D

Acq On : 13 Jan 2015 18:35

Operator - 1Z / TP

Sample : G1062-04

Misc S

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF076849.D
800000

1.48
600000

5.13
400000 8.38
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200000
8.06
1.4 4.21
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Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF076849.D
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400000 16.73
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Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BF076849.D

800000 20,04

600000

400000

21.31
22.95

200000

20.72
2117 23.5723.88 24.93 25.60

O L o o o oo e e e e e L T e o B L e e e e BN e

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076849.D

Acq On : 13 Jan 2015 18:35

Operator - 1Z / TP

Sample : G1062-04

Misc S

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.21 20.58 ng 200759 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 50
3 Guanidine 59 CH5N3 000113-00-8 43
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17

Abundance Scan 273 (4.207 min): BFO76849.D (-270) (-) m/z 43.10 100.00%
a3
59
5000
101 SRS SRS IR
49 83 | 3.80 4.00 4.20 4.40 4.60
o) ST 1Y | FRERESASISS» SMSSES HEMS m/z 59.10 72.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IREDENABE SRR
59 380 4.00 4.20 440 4.60
m/z 101.10 21.72%
15 31 101
o . 25.° 37, 53 83 \
miz--> N N A PPN
Abundance
59
380 4.00 420 4.40 4.60
5000 m/z 58.00 17.33%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine e EEam R e
3 509 3.80 4.00 4.20 4.40 4.60
m/z 41.10 9.23%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'|“"|“"|“"|”"|“"|' ISR SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076849.D

Acq On : 13 Jan 2015 18:35

Operator - 1Z / TP

Sample : G1062-04

Misc S

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 unknown7.56 Concentration Rank 2

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

7.56 74.48 ng 726591 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 566 (7.556 min): BFO76849.D (-563) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrTrTpTTT T T T T T T
40 54 | 75 104 7.20 7.40 7.60 7.80
Obrrrrrrrit 28 P OAL 8T e Tm/Z 68.10  37.07%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I L UL L
7.20 7.40 7.60 7.80
g5, 51 78 m/z 134.00 33.15%
0”'Wt”wPl”JL'W'”lW“”I”'W'”'P“”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 740 7.60 7.80
5000 m/z 65.95 27.37%
63 81
. 3137 4450 57 g9 75 88 gy 101 112
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e AAaRmam T E
132 7.20 7.40 7.60 7.80
o7 m/z 69.10 14 .60%
5000 0
31 52
M % 7B ss | 105 M6
miz--> 3 40 50 60 70 80 90 100 110 120 130 140 720 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076849.D

Acq On : 13 Jan 2015 18:35

Operator - 1Z / TP

Sample : G1062-04

Misc S

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 Dodecanamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.72 3.78 ng 60806 Chrysene-di12 21.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 64
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 56
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 50
Abundance Scan 1718 (20.723 min): BF076849.D (-1716) (-) m/z 59.00 100.00%
59
72
5000
43 AN U
6 100 126 207 20.40 20.60 20.80 21.00
0! m/z 72.00 59.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55487: Dodecanamide
59
5000 ULV LS
72 20.40 20.60 20.80 21.00
28 43 m/z 55.10 40.66%
olas L % a0nea i oo
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 250 2éo
Abundance
59
20.40 20.60 20.80 21.00
5000 7 m/z 43.10 26.76%
43
o 29 86100114128142156170184198212226240255
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 240 260
Abundance #74438: Tetradecanamide e ,/.\. ]
59 20.40 20.60 20.80 21.00
m/z 41.05 22.86%
5000 72
43
oo B | a0l 149 srolsasce 227
mz-> 20 4b 60 80 100 130 140 160 180 200 230 240 260 20,40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076849.D

Acq On : 13 Jan 2015 18:35

Operator - 1Z / TP

Sample : G1062-04

Misc S

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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]
2-Pentanone, 4-hy... 4.21 20.6 ng 200759 1 8.06 195117 20.0
unknown? .56 7.56 74.5 ng 726591 1 8.06 195117 20.0
Dodecanamide 20.72 3.8 ng 60806 5 21.31 321761 20.0
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