LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077020.D

Aca On : 22 Jan 2015 19:39

Operator : TP/1Z

Sample : 6G1136-10

Misc S

ALS Vial : 12 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

1.350 21 23 28 rBv2 7137 13563 1.58% 0.187%
1.430 28 30 36 rBvV 42053 94276 10.98% 1.299%
rvB 41204 109797 12.79% 1.513%
4.893 330 333 343 rBvV 376227 695434 81.01% 9.585%
7.259 536 540 544 rBV 409321 695383 81.01% 9.584%
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7.339 544 547 553 rVB 440289 774303 90.20% 10.672%
7.853 589 592 596 rVB 82538 132602 15.45% 1.828%
rBv 339961 548527 63.90% 7.560%
9.145 702 705 709 rBvV 251373 447761 52.16% 6.171%
10.756 843 846 850 rBV 128849 191927 22.36% 2.645%
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11 13.408 1075 1078 1082 rBV 508133 833669 97.12% 11.490%
12 14.471 1168 1171 1176 rVB 21178 35963 4._.19% 0.496%
13 14.883 1204 1207 1211 rVB 140976 214059 24 .94% 2.950%
14 16.586 1352 1356 1359 rBV 396177 559181 65.14% 7.707%
15 17.683 1450 1452 1455 rBV 151122 213458 24.87% 2.942%

16 18.129 1489 1491 1495 rBV2 9109 11388 1.33% 0.157%
17 18.254 1500 1502 1506 rBV2 6999 10103 1.18% 0.139%
18 18.689 1537 1540 1544 rBV 14681 20262 2.36% 0.279%
19 19.272 1589 1591 1593 rBV2 11977 13805 1.61% 0.190%
20 19.352 1596 1598 1602 rBV2 9087 19572 2.28% 0.270%
21 19.820 1637 1639 1643 rBV 56942 65217 7.60% 0.899%
22 19.889 1643 1645 1646 rVvVv 15137 19635 2.29% 0.271%
23 19.923 1646 1648 1651 rVB 823930 858408 100.00% 11.831%
24 20.346 1683 1685 1687 rVB 12221 14511 1.69% 0.200%
25 20.574 1702 1705 1708 rBV 11431 15923 1.85% 0.219%
26 20.769 1718 1722 1724 rBV3 5024 9668 1.13% 0.133%
27 21.180 1755 1758 1761 rBV2 223176 365994 42.64% 5.044%
28 21.969 1825 1827 1831 rVB2 6051 10034 1.17% 0.138%
29 22.826 1899 1902 1905 rBV 168974 198242 23.09% 2.732%
30 23.443 1953 1956 1964 rVB3 15003 37979 4.42% 0.523%
31 23.741 1981 1982 1987 rBV3 3380 10728 1.25% 0.148%
32 24.209 2020 2023 2030 rVB4 5513 14016 1.63% 0.193%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077020.D

Aca On : 22 Jan 2015 19:39

Operator : TP/1Z

Sample : 61136-10

Misc S

ALS Vial : 12 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF011415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 7255388
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077020.D

Aca On : 22 Jan 2015 19:39

Operator : TP/1Z

Sample : 6G1136-10

Misc S

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF077020.D
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Abundance TIC: BF077020.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077020.D

Aca On : 22 Jan 2015 19:39

Operator : TP/1Z

Sample : 6G1136-10

Misc S

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3

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

3.94 16.56 ng 109797 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 56
2 Guanidine 59 CH5N3 000113-00-8 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 36
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 250 (3.944 min): BF077020.D (-247) (-) m/z 43.10 100.00%
a3
59
5000
101 SN T, SO
83 3.60 3.80 4.00 4.20
o bl e e m/z 59.10 78.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R L R
59 360 3.80 400 4.20
m/z 101.10 24 .36%
o 25 3L a7 83 g3 01
I I L s I I I IV IS AR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43 59
360 3.80 4.00 4.20
5000 18 m/z 58.10 23.10%
28 f\
12
G L I U S I I UL IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8114: 3-Hexanol, 4-methyl- e
59 3.60 3.80 4.00 4.20
m/z 41.10 9.85%
5000 41
69 P
15 “ 53| 98
0"'P"W"”I'”'I”"P"W"”I'”'I”"P"W"”I USSR SRE NN
m/z--> 10 20 60 70 80 90 100 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 : BF077020.D

Aca On : 22 Jan 2015 19:39

Operator : TP/1Z

Sample : 6G1136-10

Misc S

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.34 Concentration Rank 1

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

7.34 116.79 ng 774303 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 547 (7.339 min): BF077020.D (-544) (-) m/z 132.00 100.00%
132
5000 68
96 rryrrTTyTTTTTTT T T T
40 54 -8 06 7.00 7.20 7.40 7.60
o} I B e B B m/z 68.10 41.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 A R R S R
7.00 7.20 7.40 7.60
33 44 105 m/z 134.00 31.01%
0T |
0 '”I'"'I“””k”'h'P”"l'hy§P'"I"'W""I'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
7.00 720 7.40 7.60
5000 m/z 66.05 27 .12%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e S EEEEEama
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 17.11%
5000 98 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN £V VRN
m/z--> 20 40 60 80 100 120 140 160 180 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 : BF077020.D

Aca On : 22 Jan 2015 19:39

Operator : TP/1Z

Sample : 6G1136-10

Misc S

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.82 3.56 ng 65217 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 95
2 Phenol. 2.4 -isopropvlidenedi- 228 C15H1602 000837-08-1 56
3 2-Trifluoromethvl-5-hvdroxvauino... 213 C10H6F3NO 041958-06-9 53
4 TrimethvII5-(trimethvisilvD)-2-t... 228 C10H20SSi2 017906-71-7 50
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 49
Abundance Scan 1639 (19.820 min): BF077020.D (-1637) (-) m/z 213.10 100.00%

213
5000
119
20 & 6677 3 17 | 165 228 1960 19.80 20.00 20.20
51 135 152 198 : : : :
0 ,....',-...-.,-.'...',..|..,.'..-.;....,.... ,|,| m/z 119.00 27.12%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 U NN LR

19.60 19.80 20.00 20.20
119 228 m/z 228.10 16.54%

27 39 51 65 77 %1‘107 135 152 165 181 197 |
MR QYRS SN T Rt S ot i S T

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

Abundance
119 213
e A mamas
19.60 19.80 20.00 20.20
5000 91 228 m/z 214.10 15.55%
134
39 65
77 107
27 51 152 165 151 197
LSRR MNP P11 ST O PSS U WA oy O WS [
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64886: 2-Trifluoromethyl-5-hydroxyquinoline e B B e
213 19.60 19.80 20.00 20.20
m/z 91.10 14 _79%
5000 116
63 89 144 184
S R WA NNV W N .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19 60 19.80 20.00 20 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012215\
Data File : BF077020.D

Aca On : 22 Jan 2015 19:39

Operator : TP/1Z

Sample : 6G1136-10

Misc S

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.44 3.83 ng 37979 Perylene-d12 22.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 64
2 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 53
3 Cvcloheptane. methvl- 112 C8H16 004126-78-7 47
4 1-Tridecanol 200 C13H280 000112-70-9 47
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 43
Abundance Scan 1956 (23.443 min): BF077020.D (-1953) (-) m/z 83.00 100.00%
83
41
5000
207 281 ""I""I""A""I"'
23.20 23.40 23.60 23.80
-+ - m/z 57.10 96.71%
mz-> 0 100 200 300 400 500 600 700 800
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
5000
11 23.20 23.40 23.60 23.80
m/z 97.10 90.32%
0 ...|.:!-5.4.|.23.8.2.83....|....|....|....|....|...
m'z-> 0 100 200 300 400 500 600 700 800
Abundance
83
" 23.20 23.40 23.60 23.80
5000 m/z 55.05 78.93%
4l || 125
224
o 168 ~ 7268 327 436482 554 822
mz-> 0 100 200 300 400 500 600 700 800
Abundance #6522: Cycloheptane, methyl-
55 9 23.20 23.40 23.60 23.80
m/z 69.00 56.09%
5000
m'z-> 0 100 200 300 400 500 600 700 800 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012215\
Data File : BF077020.D

Acq On : 22 Jan 2015 19:39

Operator : TP/1Z

Sample : G1136-10

Misc S

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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... 3.94 16.6 ng 109797 1 7.85 132602 20.0
unknown? .34 7.34 116.8 ng 774303 1 7.85 132602 20.0
Phenol, 4,4"-(1-m... 19.82 3.6 ng 65217 5 21.19 365994 20.0
Pentafluoropropio... 23.44 3.8 ng 37979 6 22.83 198242 20.0
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