LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 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-BF111214.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 1.612 43 46 49 rBY 1907542 2007079 100.00% 25.547%
2 1.761 56 59 62 rBv 59730 94043 4.69% 1.197%
3 1.830 64 65 73 rBv 24498 36704 1.83% 0.467%
4 1.967 73 77 84 rBvV 347838 516601 25.74% 6.576%
5 2.515 122 125 128 rBvY 15164 22999 1.15% 0.293%
6 5.350 370 373 378 rVB 76663 117631 5.86% 1.497%
7 5.853 415 417 420 rBV 305813 295825 14.74% 3.765%
8 7.110 525 527 529 rBV 248928 299806 14.94% 3.816%
9 7.270 538 541 543 rBV 238863 305529 15.22% 3.889%
10 7 .556 564 566 568 rBV 161065 164321 8.19% 2.092%

11 7.739 580 582 584 rVB 261597 233068 11.61% 2.967%
12 8.242 623 626 628 rBvV 215393 193152 9.62% 2.459%
13 9.133 702 704 707 rBV 258624 226439 11.28% 2.882%
14 10.093 785 788 792 rBV 22293 35515 1.77% 0.452%
15 10.482 819 822 824 rBV 254285 311580 15.52% 3.966%

16 11.316 892 895 897 rBvV 257037 251786 12.54% 3.205%
17 11.648 921 924 926 rVB 26727 33610 1.67% 0.428%
18 11.842 937 941 943 rBV 29650 29515 1.47% 0.376%
19 12.299 978 981 983 rBV 176493 214513 10.69% 2.730%
20 13.168 1054 1057 1059 rBvV 211866 256052 12.76% 3.259%

21 13.682 1100 1102 1105 rVB 22214 23961 1.19% 0.305%
22 13.854 1115 1117 1120 rBV 50057 69339 3.45% 0.883%
23 14.597 1180 1182 1185 rVB2 13297 21197 1.06% 0.270%
24 14.677 1186 1189 1190 rVvVv 25992 31044 1.55% 0.395%
25 14.745 1193 1195 1198 rBvV4 10617 23527 1.17% 0.299%
26 14.848 1202 1204 1207 rBV3 13453 25935 1.29% 0.330%
27 14.951 1211 1213 1216 rVB 22614 36974 1.84% 0.471%

28 15.020 1217 1219 1226 rBV 78507 145269 7.24% 1.849%
29 15.157 1228 1231 1234 rBV 365082 365182 18.19% 4.648%

30 15.294 1240 1243 1244 rBV2 18242 25925 1.29% 0.330%
31 15.488 1257 1260 1262 rBV4 17402 28764 1.43% 0.366%
32 15.762 1283 1284 1286 rBV 66849 79223 3.95% 1.008%
33 16.243 1324 1326 1328 rBV 36164 40400 2.01% 0.514%
34 16.334 1331 1334 1337 rVV3 24483 50419 2.51% 0.642%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF111214.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.460 1342 1345 1352 rBV2 281275 529936 26.40% 6.745%
36 17.260 1413 1415 1418 rBV 67276 87968 4._.38% 1.120%
37 18.026 1479 1482 1488 rVB 121294 239295 11.92% 3.046%

38 18.186 1494 1496 1499 rBvV 243269 308373 15.36% 3.925%
39 18.723 1540 1543 1545 rBV3 40505 77800 3.88% 0.990%

Sum of corrected areas: 7856299
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF111214.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: BF075599.D
1|61
1500000
1000000
500000 197
5.85 7.17.27 774
7.56
—_ ||L8 - 5.35 I
ob T i i i o i i i i ey
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF075599.D
1500000
1000000
500000
8.24 9.13 10.48 11.32 12.30 13.17
o }L 10.09 11.651.84 A 13.66%,85 144
L e e e o e e e L B e e e o e e L e o e e L o e e e e o e e e B B B o e e e e
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF075599.D
1500000
1000000
500000 15.16 16.46 18.19
17.26 18,03
. 18.72
15.76 161843
aa0715.205.49
T T
Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 1 unknownl.61 Concentration Rank 1

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

1.61 244.29 ng 2007080 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 9

Abundance Scan 46 (1.612 min): BF075599.D (-43) (-) m/z 73.10 100.00%
7B
43
5000
89
37| 55 1.20 1.40 1.60 1.80 2.00
Y A i N P m/z 43.05 71.55%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000 LI LI LI R
15 29 120 140 160 180 2.00
89 m/z 89.10 29.97%
oL 2 23 ‘ M 37‘ 49 57 ‘ ‘ 104
m/z--> 0 fo 20 30 40 50 60 70 8 90 100 110
Abundance
43
7 120 1.40 160 180 200
5000 89 m/z 41.10 14 .38%
27
18 37 53 59 101
G L RS UL RS AN R R IS IS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #2183: 1,3-Diaminoguanidine ety e e e
43 1.20 1.40 1.60 1.80 2.00
32 m/z 45.10 10.90%
58 89
5000 18
‘ 72
0"'P"W"LI'”'I”"ﬁl'W"MI'”'IM"P"W"”I'”'I' RIS SN RN
m/z--> 0 10 40 50 60 70 80 90 100 110 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 5 unknown2.52 Concentration Rank 13

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

2.52 2.80 ng 22999 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 2-methvl-., met... 100 C5H802 000080-62-6 32
2 Methvl 3-butenoate 100 C5H802 003724-55-8 9
3 1.2.4.3.5-Trioxadiborolane. 3.5-... 100 C2H6B203 031083-12-2 9
4 Pvrrolidine. l-nitroso- 100 C4H8N20 000930-55-2 9
5 Cyclopropanecarboxylic acid, met... 100 C5H802 002868-37-3 9

Abundance Scan 125 (2f15 min): BF075599.D (-122) (-) m/z 41.10 100.00%
4
5000 69
4o 55 ge 100 220 240 2.60 2.80
S 1. O Y SO | . m/z 69.00 46.27%

m/z--> 0 10 20 30 40 50 60 70 80 90 100

Abundance #3677: 2-Propenoic acid, 2-methyl-, methyl ester
41
69
5000 LI L L L L L L LA |
100 2.20 240 2.60 2.80
15 m/z 39.10 46.16%
59
2 . s3> | 78 85 o3
o) NN NS NSSRMRY111OPRMIES o PR MMM HSMMR A Ao | NN
m/z--> 0 10 20 30 40 50 70 80 90 100
Abundance
41
2.20 240 260 2.80
5000 59 m/z 100.10 13.96%
9 69 100
35 47 53 85
o) ENEENEENEMNTH WA 1T P LN EL RN B EMMMNL - NN NN
m/z--> 0 10 20 30 40 50 60 70 80 90 100

Abundance

#3508: 1,2,4,3,5-Trioxadiborolane, 3,5-dimethyl-

15 220 2.40 2.60 2.80
m/z 40.00 12.88%
5000 85
29 43 58 69 100
23 3l %ol |
0 | gl ‘\Hu \‘um\ il | |
L ASSVAY 11 RSN 1TSS MBI | RS e
mz-> 0 10 40 50 60 70 80 90 100 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.35 14.32 ng 117631 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 373 (5.350 min): BF075599.D (-370) (-) m/z 43.00 100.00%
43
5000 59
o | o “l’l 500 520 540 560
ot el m/z 59.00 51.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L R I L B
59 500 520 540 560
m/z 101.10 15.03%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
a1 500 520 540 560
5000 m/z 58.00 14 .03%
86
51 69 101
e S S S SIS S I IULILS SULILLS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester B e
43 5.00 5.20 5.40 5.60
m/z 41.00 9.75%
5000 57
29
101
0 \“37\‘ 50“ 8 \
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknown7.27 Concentration Rank 3

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

7.27 37.19 ng 305529 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 47
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 32
4 Amphetaminil 250 C17H18N2 017590-01-1 25
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 541 (7.270 min): BF075599.D (-538) (-) m/z 132.00 100.00%
5000
68
40 || 7 a7 Paos J 700 7.20 740 7.60
b 2 M 7787 L2s m/z 134.00 33.08%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL IR I
7.00 7.20 7.40 7.60
2 51 78 m/z 68.00 27 .62%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
A
7.00 7.20 7.40 7.60
5000 67 m/z 66.00 17.63%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e  m e
57 132 7.00 7.20 7.40 7.60
24 m/z 96.10 11.62%
5000 og M°
ol L ‘L!JQZ‘.\‘”\H. s 189 S | N
m/z--> 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:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 9 1,2-Benzenedicarboxylic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.09 3.14 ng 35515 Naphthalene-d8 9.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
2 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 83
3 Phthalic anhvdride 148 C8H403 000085-44-9 70
4 Phthalamic acid 165 C8H7NO3 000088-97-1 53
5 N-[2-Acetamidoethylthio]phthalimide 264 C12H12N203S 025158-14-9 40
Abundance Scan 788 (10.093 min): BF075599.D (-785) (-) m/z 104.00 100.00%
76 104
50
5000
3|8 | 1‘|‘8 9,80 10,00 10.20 10.40
O”P'”P'MLLJNA'P”'Hmh'”ﬁ'“ﬁ'LW”'W”'W””I””P'” m/z 76.10 84.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33670: 1,2-Benzenedicarboxylic acid
104
76
5000 R R U B
S0 9.80 10.00 10.20 10.40
148 m/z 50.00 53.93%
o 26 ¥ 61 | g
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
T 104 R R U B
50 9.80 10.00 10.20 10.40
5000 m/z 74.00 15.30%
28 132
ol 26 61 85
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22147: Phthalic anhydride A e e
76 104 9.80 10.00 10.20 10.40
m/z 38.00 14 _.42%
50
5000
38 148
o 28l il 8 ) 83 01 |12 131 141
m/z--> 20 30 4b 50 eb 70 80 90 100 110 120 130 140 150 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 10 Benzenamine, 2,3,4-trichloro- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.65 2.67 ng 33610 Acenaphthene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2.3.4-trichloro- 195 C6H4CI3N 000634-67-3 97
2 Benzenamine. 2.4.5-trichloro- 195 C6H4CI3N 000636-30-6 97
3 Benzenamine. 3.4.5-trichloro- 195 C6H4CI3N 000634-91-3 95
4 Benzenamine. 2.4.6-trichloro- 195 C6H4CI3N 000634-93-5 90
5 2-Amino-7-chloro-4-quinazolone 195 C8H6CIN30 020198-18-9 43

Abundance Scan 924 (11.648 min): BF075599.D (-921) (-) m/z 197.00 100.00%
d
5000
124 L B S B I
37 5262 73 o7 5 160 11.40 11.60 11.80 12.00
o} m/z 194.90 97.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52833: Benzenamine, 2,3,4-trichloro-
197
5000 L UL S B
11.40 11.60 11. 80 12. 00
124 m/z 199.00 30.19%
. 52 62 73 86 97107 | 135 14516071 |
m/z--> 25 45 éo 85 160 150 150 1éo 180 260
Abundance
195
"' 11140 11.60 11.80 12.00
5000 m/z 124.00 17 .99%
124
62 97 160
17 27 37 52 73 g6 107 135 148 |, 170
m/z--> 25 45 éo 85 160 150 150 160 1éo 260
Abundance #52831: Benzenamine, 3,4,5-trichloro- T PP T
19 11.40 11.60 11.80 12.00
m/z 132.90 17.62%
5000
133
0 41 52 ‘h 7\\3\ 89\ ‘H 107 1 M 148 \‘H 170 H‘
m/z--> ﬁ & ' 801% m m01m @ ﬁo nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 11 Propanoic acid, 2-methyl-, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.34 ng 29515 Acenaphthene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 64
2 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 45
3 Decane. 2.8.8-trimethvl- 184 C13H28 1000060-81-2 39
4 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 39
5 Pentanoic acid, 2,2,4-trimethyl-._. 286 C16H3004 1000140-77-5 38
Abundance Scan 941 (11.842 min): BF075599.D (-937) (-) m/z 71.00 100.00%
!
43
5000
|56 83 o7 111 159 11.60 11.80 12.00 12.20
Ol ettt e e e e || M/Z 43.05 76.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109845: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
7
5000 LR I BN BN UL
11,60 11.80 12.00 12.20
43 m/z 41.00 14.13%
0 56 | 83 g7 111 143 159 173 243
m/z--> 20 45 60 85 160 150 140 1éo 180 200 220 240
Abundance
43 1t
11,60 11.80 12.00 12.20
5000 m/z 56.00 12.17%
59
27
15 86
O T T e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45614: Decane, 2,8,8-trimethyl-
7 11.60 11.80 12.00 12.20
m/z 111.10 9.53%
43 57
5000
85
29
0 | - ® 113157 155469
m/z--> 20 45 60 80 100 120 140 1éo 180 200 220 240 11.60 11.80 12.00 12.20

8270-BF111214 .M Mon Nov 17 18:22:25 2014 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 12 Undecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.85 5.42 ng 69339 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 80
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 _alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 53
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 50
Abundance Scan 1117 (13.854 min): BF075599.D (-1115) (-) m/z 43.05 100.00%
60 .
5000
85 e RS SUNLR SO UL S
” o7 115 157 171 195 213 13.60 13.80 14.00 14.20
o} | m/z 60.00 83.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 783
5000 a3
13.60 13.80 14.00 14.20
29 129 143 m/z 73.00 76 .79%
‘ ‘ ‘ 115 ‘ ‘ 157 186
N “‘...,....,.... T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
a1 13.60 13.80 14.00 14.20
5000 m/z 55.05 69.23%
29 129
7 AL e it AAJ~,¢~v¢¢wﬁ¢j\wﬂ\dJVwﬂﬂvf“
O T e A i
miz--> 20 40 60 80 100 120 140 160 180 200 |
Abundance #28744: Nonanoic acid A BT B S
60 73 13.60 13.80 14.00 14.20
m/z 41.10 68.77%
41
5000
29
115
LAl 2z T
ot e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 13 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.02 5.48 ng 145269 Chrysene-di12 16.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 95
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 62
3 Carbamic acid. I1.1"-biphenvl1-3... 213 C13H11NO2 055030-29-0 52
4 Nitrobenzene. 3.4.5-trimethoxyv- 213 CO9H11NO5 006307-90-0 50
5 Benzoic acid, 2-(4-aminophenyl)- 213 C13H11NO2 025829-61-2 50
Abundance Scan 1219 (15.020 min): BF075599.D (-1217) (-) m/z 213.10 100.00%

213
5000
119 ﬁ\vL

951 O 7 % 107 | 135 159105 1p1 107 | Z° | 1460 150 1500 1520 140
0..Jp...NL.J,”..hA.h|muh,”:.,”..,”..,.”.,.m. m/z 119.00 32.11%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213

5000 [rrrrprrrrrrrrprrrorpro1
14.60 14.80 15.00 15.20 15.40
o1 119 228 m/z 214.10 16.40%
o 51 6§ 7 107 135 152 165
e e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
213
R Eams ma e e
14.60 14.80 15.00 15.20 15.40
5000 m/z 91.10 13.91%
185
228
51 63 77 g9 101 128 199
Ol e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #64994: Carbamic acid, [1,1'"-biphenyl]-3-yl- I e e

213 14.60 14.80 15.00 15.20 15.40
m/z 228.20  12.95%

5000
168

m/z--> 40 60 80 100 120 140 160 180 200 220 14. 60 14. 80 15. OO 15 20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075599.D

Aca On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 14 1,2-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.03 15.52 ng 239295 Perylene-di12 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. de... 418 C26H4204 000119-07-3 78
2 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-19-0 64
3 2-Methoxvethvlsemithiocarbazide 149 C4H11N30S 006926-54-1 64
4 1.2-Benzenedicarboxvlic acid. di... 362 C22H3404 003648-21-3 56
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 56
Abundance Scan 1482 (18.026 min): BF075599.D (-1479) (-) m/z 149.00 100.00%
149
5000
43 1780 18.00 18.20 18.40
71
ol Ll . 200127 | 176199221243 279307 | n7z  43.10  12.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160003: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149
5000 R SURIULE SO SURIURN B
17.80 18.00 18.20 18.40
43 m/z 57.10 10.45%
ol | 189 104 176 279 307 420
m/z--> 50 100 150 200 250 300 350 400
Abundance
149
1780 18.00 18.20 18.40
5000 m/z 41.10 9.97%
iy 223
ol 15 76 g7 121 176 307 363
UEL N UL UL WAL UNLELELN SURLELELY UL BURL
m/z--> 50 100 150 200 250 300 350 400
Abundance #22378: 2-Methoxyethylsemithiocarbazide R ARE mam T e S
P 149 17.80 18.00 18.20 18.40
m/z 150.00 9.19%
59
5000 86
l 117
0 'J jﬂ“llwkh LN UL UL UAELELE SR S R SURIUL SO SURIURN B
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075599.D

Acq On : 17 Nov 2014 00:25

Operator : TP / JJ

Sample : F4738-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_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.61 1.61 244 .3 ng 2007080 1 7.56 164321 20.0
unknown2 .52 2.52 2.8 ng 22999 1 7.56 164321 20.0
2-Pentanone, 4-hy... 5.35 14.3 ng 117631 1 7.56 164321 20.0
unknown? .27 7.27 37.2 ng 305529 1 7.56 164321 20.0
1,2-Benzenedicarb... 10.09 3.1 ng 35515 2 9.13 226439 20.0
Benzenamine, 2,3,... 11.65 2.7 ng 33610 3 11.32 251786 20.0
Propanoic acid, 2... 11.84 2.3 ng 29515 3 11.32 251786 20.0
Undecanoic acid 13.85 5.4 ng 69339 4 13.17 256052 20.0
Phenol, 4,4"-(1-m... 15.02 5.5 ng 145269 5 16.46 529936 20.0
1,2-Benzenedicarb... 18.03 15.5 ng 239295 6 18.19 308373 20.0
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