LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077018.D

Aca On : 22 Jan 2015 18:30

Operator : TP/1Z

Sample : G1136-06

Misc S

ALS Vial : 10 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:\HPCHEM1I\BNA F\METHODS\8270-BF011415.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 1.350 22 23 28 rBv 64563 112517 12.13% 1.422%
2 1.430 28 30 54 rvB 342423 850003 91.64% 10.741%
3 3.944 247 250 261 rBV 44197 109259 11.78% 1.381%
4 4.893 330 333 344 rBV 343168 650601 70.14% 8.221%
5 7.259 537 540 545 rBV 407195 677924 73.09% 8.567%
6 7.350 545 548 556 rVB 410784 732162 78.93% 9.252%
7 7.853 589 592 597 rBV 80348 125694 13.55% 1.588%
8 8.173 616 620 623 rBV 333549 524083 56.50% 6.623%
9 9.145 702 705 715 rBV 239711 428566 46.20% 5.416%
10 10.756 843 846 851 rVB 119549 179322 19.33% 2.266%

11 13.408 1075 1078 1082 rBV 500819 850676 91.71% 10.749%
12 14.471 1169 1171 1179 rVB 20523 33167 3.58% 0.419%
13 14.882 1204 1207 1211 rBV 132998 201823 21.76% 2 .550%
14 16.585 1353 1356 1359 rBvV 389064 549773 59.27% 6.947%
15 17.694 1450 1453 1455 rBvV 143738 204540 22.05% 2.585%

16 18.140 1489 1492 1495 rVB 8698 9961 1.07% 0.126%
17 18.688 1538 1540 1546 rVB2 11837 25086 2.70% 0.317%
18 19.820 1637 1639 1643 rBV 28481 39538 4.26% 0.500%

19 19.923 1646 1648 1651 rVB 826405 927579 100.00% 11.721%
20 21.192 1754 1759 1761 rBV 207180 370111 39.90% 4.677%

21 21.329 1768 1771 1774 rVB 16492 17457 1.88% 0.221%
22 21.980 1823 1828 1832 rBV3 6521 15007 1.62% 0.190%
23 22.289 1851 1855 1858 rBV 14347 17273 1.86% 0.218%
24 22.849 1902 1904 1907 rBV 160148 187991 20.27% 2.376%
25 23.500 1958 1961 1969 rVB3 17331 39671 4.28% 0.501%
26 23.832 1985 1990 1995 rBvV4 3574 12087 1.30% 0.153%
27 24.278 2026 2029 2034 rBv4 7947 21792 2.35% 0.275%
Sum of corrected areas: 7913663
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077018.D

Aca On : 22 Jan 2015 18:30

Operator : TP/1Z

Sample : G1136-06

Misc S

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO77018.D
800000
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7.285

400000
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Time--> 150 200 250 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BFO77018.D
800000

600000
13.41

400000 16.59

200000
10.76 14.88 17.69

14.47 18.14

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: BFO77018.D
800000 1992

600000

400000

21.19
200000 22,85

B.69 19&‘ 133 2199229 23.50,3 g3 24.28
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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\BF012215\
Data File : BF077018.D

Aca On : 22 Jan 2015 18:30

Operator : TP/1Z

Sample : G1136-06

Misc S

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

3.94 17.38 ng 109259 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 36
4 Guanidine 59 CH5N3 000113-00-8 9
5 3-Octanol 130 C8H180 000589-98-0 9

Abundance Scan 250 (3.944 min): BF077018.D (-247) (-) m/z 43.10 100.00%

43
59
5000
101

| 83 | 360 380 400 4.20
Ol e m/z  59.00 76.14%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L L L LB LB |
3.60 3.80 4.00 4.20
m/z 101.00 19.93%
31 83 93 1?1
O e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
RN e R EEREE
3.60 3.80 4.00 4.20
5000 m/z 58.10 19.54%
43
o 69 83 g3 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8114: 3-Hexanol, 4-methyl- B B
59 360 380 400 4.20
m/z 41.10 9.39%
5000 41
31
69 87
15 \ 51H‘ ‘ | 98
Oupuqunpnq”u.”q”upnquupuq”upuquupnqnnpuq”” T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077018.D

Aca On : 22 Jan 2015 18:30

Operator : TP/1Z

Sample : G1136-06

Misc S

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 4 unknown7.35 Concentration Rank 2

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

7.35 116.50 ng 732162 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 548 (7.350 min): BF077018.D (-545) (-) m/z 132.00 100.00%
5000
68
6 TTTTTTTT T T T T T T T T
40 54 62| 75 104 7.00 7.20 7.40 7.60
Ot P 2R e L M Tm/z 68.05  34.79%
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 A L L UL L I
7.00 7.20 7.40 7.60
2 78 m/z 134.00 32.19%
i
O T T T T T T T e T e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
700 7.20 7.40 7.60
5000 m/z 66.10 25.00%
33 44 g7 105
51 60 70 78 g 115
Ol T T T T T T T T e T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal B R
132 7.00 7.20 7.40 7.60
m/z 69.10 13.86%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
miz--> B b 8 o 8 % 160 110 150 1o 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077018.D

Aca On : 22 Jan 2015 18:30

Operator : TP/1Z

Sample : G1136-06

Misc S

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 unknownl8.69 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.69 2.45 ng 25086 Phenanthrene-d10 17.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentenal. 4-methvl- 98 C6H100 005362-50-5 11
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 10
3 2-Butenoic acid. 2-methoxv-3-met... 144 C7H1203 056009-32-6 10
4 2(5H)-Furanone. 5-methvl- 98 C5H602 000591-11-7 9
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 9
Abundance Scan 1540 (18.688 min): BF077018.D (-1538) (-) m/z 73.00 100.00%
60 7B
43
5000
98 129 e T
| 18.40 18.60 18.80 19.00
0|||l||||||||||| m/z 60.00 87.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3134: 3-Pentenal, 4-methyl-
41
69
5000 83 98 DRI BN SN S
55 18.40 18.60 18.80 19.00

m/z 43.10 69.91%

O e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
AR REE S L
T 87 18.40 18.60 18.80 19.00
5000 m/z 57.10 68.09%
29
15 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19877: 2-Butenoic acid, 2-methoxy-3-methyl-, methyl ester A e b
43 18.40 18.60 18.80 19.00
m/z 55.10 63.92%
55
5000 71 85 129
29
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077018.D

Aca On : 22 Jan 2015 18:30

Operator : TP/1Z

Sample : G1136-06

Misc S

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.82 2.14 ng 39538 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 90
2 TrimethvII5-(trimethvisilv)-2-t... 228 C10H20SSi2 017906-71-7 53
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 50
4 3-Chlorobenzoic acid. trimethvls... 228 C10H13Cl02Si 114521-53-8 42
5 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 38
Abundance Scan 1639 (19.820 min): BF077018.D (-1637) (-) m/z 213.10 100.00%
243
5000
119
91 AR AR AU
39 55 | 70 s 197 ZTS 10.40 19.60 19.80 20.00 20.20
bbb e e ke e || M/Zz 119.00  32.01%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 LI A AR SUNIA B
19.40 19.60 19.80 20.00 20.20
119 228 m/z 214.10 19.57%
o 51 §5 77 gﬁ 107 135 152 165 ‘
m/z--> 40 60 éo 160 150 110 1éo 180 200 250
Abundance
213
19.40 19.60 19.80 20,00 20.20
5000 m/z 91.00 18.03%
73
99 228
o 85 115 163 183 197
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-bldipyran-2-one, 8,8-dimethyl- L L
213 19.40 19.60 19.80 20.00 20.20
m/z 228.10 15.42%
5000
185
228
o 51 63 77 gg 101 128 | 109
m/z--> 40 6|0 8|O 100 120 140 160 1é0 200 220 ' 19,40 1960 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077018.D

Aca On : 22 Jan 2015 18:30

Operator : TP/1Z

Sample : G1136-06

Misc S

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 8 1-Octadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.50 4.22 ng 39671 Perylene-d12 22.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 83
2 Dichloroacetic acid. tetradecvl ... 324 C16H30CI1202 083005-02-1 64
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 53
4 17-Pentatriacontene 491 C35H70 006971-40-0 53
5 Hexadecane, 1,1-bis(dodecyloxy)- 595 C40H8202 056554-64-4 53
Abundance Scan 1961 (23.500 min): BF077018.D (-1958) (-) m/z 55.05 100.00%
43 55 97
83
69
5000 111
125
207 23.20 23.40 23.60 23.80
Ot m/z 97.10 94 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89783: 1-Octadecene
43 57
69 O g7
5000 SR DS AN SUNRRE
29 111 23.20 23.40 23.60 23.80
125 m/z 43.10 88.81%
0 L J‘ JL | 139154168182196210224 252
m/z--> ﬁo 45 éo 85 160 150 150 160 180 200 250 250
Abundance
43 57
69 83
23.20 23.40 23.60 23.80
5000 97 m/z 83.10 74 .82%
29 111
0 % 139 154 168 196
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #153508: Pentafluoropropionic acid, hexadecy! ester R e e e  REEEE mam
B 57 23.20 23.40 23.60 23.80
m/z 57.10 73.81%
5000 69
29 83 97
111
oLl I L 125 140 15mme7 181196 224
m/z--> 2'0 4'0 6|O 8|0 1c')o 12'0 14'10 160 180 200 22'0 24'10 ' 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077018.D

Aca On : 22 Jan 2015 18:30

Operator : TP/1Z

Sample : G1136-06

Misc S

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 9 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .28 2.32 ng 21792 Perylene-di12 22.85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 52
2 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 52

3 3-Eicosene. (E)- 280 C20H40 074685-33-9 50
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 50

5 1-Heptadecene 238 C17H34 006765-39-5 47
Abundance Scan 2029 (24.278 min): BF077018.D (-2026) (-) m/z 57.05 100.00%

57
83
a1 207
5000 281
133

| 24.00 24.20 24.40 24.60
S m/z 69.20 87.16%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 3

5000
24.00 24.20 24.40 24.60

m/z 83.00 76.73%

o
N
23 .

| 139 168 191210 238 255 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57 83

111 24.00 24.20 24.40 24.60
5000 41 m/z 55.00 73.77%

196 222
N 139 168 269 332

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106400: 3-Eicosene, (E)-

24.00 24.20 24.40 24.60
m/z 97.10 66.19%

5000

139 167 196 224 252 280
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012215\
Data File : BF077018.D

Acq On : 22 Jan 2015 18:30

Operator : TP/1Z

Sample : G1136-06

Misc S

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : 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... 3.94 17.4 ng 109259 1 7.85 125694 20.0
unknown? .35 7.35 116.5 ng 732162 1 7.85 125694 20.0
unknownl18.69 18.69 2.5 ng 25086 4 17.69 204540 20.0
Phenol, 4,4"-(1-m... 19.82 2.1 ng 39538 5 21.19 370111 20.0
1-Octadecene 23.50 4.2 ng 39671 6 22.85 187991 20.0
Dichloroacetic ac... 24.28 2.3 ng 21792 6 22.85 187991 20.0
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