LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 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-BF040115.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

1.138 19 22 25 rBV 4084735 4122744 52.78% 17.833%
1.253 28 32 38 rvB2 76047 153730 1.97% 0.665%
rBv 52933 87169 1.12% 0.377%
4.682 330 332 341 rVB 162049 208679 2.67% 0.903%
5.264 380 383 393 rBV 174796 211720 2.71% 0.916%
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6.579 496 498 506 rBvV 594026 660854 8.46% 2.858%
6.693 506 508 511 rvv 518333 519904 6.66% 2.249%
535 rBvY 232593 221390 2.83% 0.958%
7.162 547 549 552 rBV 669635 602003 7.71% 2.604%
7.676 591 594 596 rBV 497504 448812 5.75% 1.941%
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11 8.556 669 671 673 rBvY 306844 313282 4.01% 1.355%
12 9.905 787 789 791 rBV 884796 924704 11.84% 4_.000%

13 10.419 832 834 840 rVvB3 31071 78168 1.00% 0.338%
14 10.716 856 860 862 rBvV 403173 424337 5.43% 1.835%
15 11.688 943 945 949 rBV3 55599 84214 1.08% 0.364%

16 11.905 962 964 967 rBV 67903 116472 1.49% 0.504%
17 12.545 1018 1020 1021 rBV 402415 376465 4.82% 1.628%
18 12.579 1021 1023 1025 rVB 122654 151710 1.94% 0.656%
19 13.300 1081 1086 1093 rBv4 24150 84897 1.09% 0.367%
20 14.042 1149 1151 1154 rBV 207657 205578 2.63% 0.889%

21 14.317 1173 1175 1177 rVB 197733 200874 2.57% 0.869%
22 14.374 1177 1180 1183 rBV 1413632 1405803 18.00% 6.081%
23 14.534 1192 1194 1197 rVB 853838 1066560 13.65% 4.613%
24 15.551 1281 1283 1285 rBV2 124404 138930 1.78% 0.601%
25 15.643 1288 1291 1294 rBV 237846 262813 3.36% 1.137%

26 15.723 1296 1298 1301 rVB2 61154 101205 1.30% 0.438%
27 15.814 1303 1306 1308 rBV2 388958 603267 7.72% 2.609%
28 15.894 1310 1313 1316 rBV 5423453 7810812 100.00% 33.785%
29 16.123 1331 1333 1336 rVB2 54730 78995 1.01% 0.342%
30 17.048 1412 1414 1419 rBV 78990 206169 2.64% 0.892%

31 17.243 1429 1431 1433 rBV2 76213 124239 1.59% 0.537%
32 17.403 1443 1445 1448 rBV 74080 124220 1.59% 0.537%
33 17.460 1448 1450 1454 rVvVv 292120 457064 5.85% 1.977%
34 17.609 1460 1463 1466 rVB 76627 134329 1.72% 0.581%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 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-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.089 1503 1505 1509 rVB 110175 203552 2.61% 0.880%

36 18.466 1536 1538 1544 rVB 96812 203466 2.60% 0.880%

Sum of corrected areas: 23119130
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF078277.D

5000000

1.14

4000000

3000000

2000000

1000000

125 169 4.68 5.26 A,A %Q8A A

e

T T T
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF078277.D

5000000
4000000
3000000

2000000
14.37

1000000 9.90 14.

8.56 10.72 12.55
1042 ) 11.621.91 1%.58 13.30

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
Abundance TIC: BFO78277.D
15.89

115\.04 14.32

5000000

4000000

3000000

2000000

1000000
17.4

17.057.27.40

6
7.61 18.09 18.47

18-

S =

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:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.14 372.44 ng 4122740 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 22 (1.138 min): BF078277.D (-19) (-) m/z 73.10 100.00%
73
43
5000
89
[ L L T L B
55 1.00  1.20  1.40
O g 8 e m/z 43.10 53.03%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L UL I
1.00  1.20  1.40
a1 89 m/z 89.10 32.28%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
100 120 140
5000 m/z 41.10 10.43%
58
44
S 39 51
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine T
43 1.00  1.20  1.40
32 m/z 45.10 8.27%
58 89
5000 18
0 | 24 | 1 53 1 7\2\
LR SR FLEL LN SRR FURLALEL UL FURLELL UL SURLLILN ILRL LA L T L B
m/z--> 10 20 30 40 50 60 70 80 90 100 120 1.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.68 18.85 ng 208679 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 332 (4.682 min): BF078277.D (-330) (-) m/z 43.10 100.00%
43
59
5000
101
51 | 83 | 4.40 4.60 4.80 5.00
Ol e e e e e m/z 59.10 55.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 5.00
m/z 101.10 18.94%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 5.00
5000 M m/z 58.10 16.66%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: l—Propen—Z—oI, acetate L L L L L L L L B BB
43 4.40 4.60 4.80 5.00
m/z 41.10 8.39%
5000
58
15 o7 | 12 100
L A B s R AR AR AL R LRSS AL BaL s AR RS IBEAREDE SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 5 unknown6.69 Concentration Rank 3

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

6.69 46.97 ng 519904 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 508 (6.693 min): BFO78277.D (-506) (-) m/z 132.00 100.00%
32
5000 68
96 IR RSN L S
40 4o 54 o || 75 g | 104 6.40 6.60 6.80 7.00
B L N T 1 M m/z 68.10 40.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR SRR L S
6.40 6.60 6.80 7.00
78 m/z 134.00 32.14%
31 35 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 640 6.60 6.80 7.00
5000 m/z 66.10 24 .93%
39 91
51 65
b 88 0 e | 1% s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal AR R
132 6.40 6.60 6.80 7.00
m/z 69.10 16.25%
5000 67
41 97
‘ 53 117
0 '|""|ﬁq'h'M"N'”"l”JJh"““““"é?'J"|}9§|'"Ll%g?'lH"' T RS U R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.91 6.19 ng 116472 Phenanthrene-d10 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 964 (11.905 min): BF078277.D (-962) (-) m/z 57.10 100.00%
57
43 71
5000

% 113127141 11.60 11.80 12.00 12.20
m/z 71.10 72.02%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane

43 57

%

5000 ST YT

85 11. 60 11. 80 12. OO 12.20
29 m/z 43.10 70.98%
0 L4 %91}3127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R e e AR EEEE
71 11.60 11.80 12.00 12.20
5000 85 m/z 85.05 45.98%
29

99
o 118127141155160183197211205 254

ﬁmwwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 57 11.60 11.80 12.00 12.20
m/z 41.10 32.72%

-

5000

85
29

N w 99 113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. OO 12 20

%

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Anthracene, 9-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.30 4_.51 ng 84897 Phenanthrene-d10 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 52
2 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 50
3 la.9b-Dihvdro-1H-cvclopropalalan... 192 C15H12 006109-24-6 49
4 Benzene. 1.1"-(2-cvclopropen-1-v... 192 C15H12 022825-21-4 49
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 47
Abundance Scan 1086 (13.300 min): BF078277.D (-1081) (-) m/z 192.10 100.00%
192
5000
355 82 % 15 137 149 105 13.00 13.20 13.40 13.60
0 > m/z 191.10 70.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50608: Anthracene, 9-methyl-
192
5000
13.00 13.20 13.40 13.60
96 m/z 189.10 69.29%
oL 27 30 51 63 8 | 115126 139 152 165176 ‘h\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192 FN
"w"'w"'w"'wAA'w
13.00 13.20 13.40 13.60
5000 m/z 190.10 65.88%
165
o 39 51 63 82 96 115196 139 152 176
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50638: 1a,9b-Dihydro-1H-cyclopropalalanthracene
192 13.00 13.20 13.40 13.60
m/z 193.10 21.94%
5000
165
Lo s m e % wepemim | |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Butyl citrate Concentration Rank 4

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

14.37 46.61 ng 1405800 Chrysene-di12 15.81

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Hexanedioic acid. dibutvl ester 258 C14H2604 000105-99-7 56
3 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 53
4 Butanedioic acid. 2.3-dimethvl-.... 258 C14H2604 056051-57-1 39
5 Hexanedioic acid, bis(l1-methylpr... 258 C14H2604 038447-22-2 32

Abundance Scan 1180 (14.374 min): BF078277.D (-1177) (-) m/z 185.10 100.00%
129 185
5000
57
11 256 e B B
3b 87 157 | 503 om 14.00 14.20 14.40 14.60
ot g L e m/z 129.00 87.96%
m/z--> 50 100 150 200 250 300 350
Abundance #144807: Butyl citrate
185
129
5000 LI L L L L L L L L L
14.00 14.20 14.40 14.60
41 259 m/z 57.10 29.76%
| Jeo 87 M 187 213231 287 361
o N.pﬂ.:u“...h, —
m/z--> 50 100 150 200 250 300 350
Abundance
185
129 T T T T T T[T T [ T T
55 14.00 14.20 14.40 14.60
5000 111 m/z 41.10 23.16%
87 156
o 203 999 258
T T T T T T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #93158: Hexanedioic acid, bis(2-methylpropyl) ester T T T T T T T T
129 14.00 14.20 14.40 14.60
m/z 111.00 14 .46%
57
5000 185
29 111
87 ‘ 156
SR 0 0 e G 7YY B U | GO
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 10 Hexanedioic acid, bis(2-met... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.55 4.61 ng 138930 Chrysene-di12 15.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 72
2 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 59
3 Methvl 4-nitrophenvl sulfoxide 185 C7H7NO3S 000940-12-5 38
4 3-Hvdroxvdiphenvlamine 185 C12H11NO 000101-18-8 37
5 2-[(2-Cyano-1-cyanomethyl-ethyli... 225 C12H11N5 1000189-08-0 32
Abundance Scan 1283 (15.551 min): BF078277.D (-1281) (-) m/z 185.10 100.00%
185
129
5000 57
3M || U1 | 157 | 505 22|6 259 15.20 15.40 15.60 15.80
ol bl _spil !tnk.'..ﬂ.hﬂ:.,l e e m/z 129.00 71.72%
m/z--> 50 100 150 200 250 300 350
Abundance #144807: Butyl citrate
185
129
5000
15.20 15.40 15.60 15.80
41 259 m/z 57.10 47 .73%
‘ 69 87 111 157
P L W WP W =~ S N1 AN -1
m/z--> 50 100 150 200 250 300 350
Abundance
129 185
57 15.20 15.40 15.60 15.80
5000 m/z 41.10 27 .49%
a7 111 156
0 203 229 258
m/z--> " 50 100 150 200 250 300 350
Abundance #46270: Methyl 4-nitropheny! sulfoxide R ERman
185 15.20 15.40 15.60 15.80
m/z 43.10 25.56%
5000
30
50
76 112 140
0...‘l.‘.‘”.‘.“|”“....,..............
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 11 Hexanedioic acid, dibutyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.64 8.71 ng 262813 Chrysene-di12 15.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 64
2 Hexanedioic acid. dibutvl ester 258 C14H2604 000105-99-7 42
3 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 42
4 Benzamide. 3-bromo-N-I2-(2.2.3.3... 405 C16H12BrF4NO2 1000258-48-8 38
5 Naphthalen-1-ol-2-carboxylic aci... 203 C11H9NO3 013065-87-7 32
Abundance Scan 1291 (15.643 min): BF078277.D (-1288) (-) m/z 185.10 100.00%
129 185
57
5000
203
H ‘ 84 102 i 15.40 15.60 15.80 16.00
3 241259 315 . . . .
N |, oo | L2237 S m/z 129.00  85.65%
m/z--> 50 100 150 200 250 300 350
Abundance #144807: Butyl citrate
185
129
5000
15.40 15.60 15.80 16.00
41 259 m/z 57.10 74 .85%
111
o | |98 T 157 213231 | 287 361
m/z--> 50 100 150 200 250 300 350
Abundance
185
129 R AR B AR I
55 15.40 15.60 15.80 16.00
5000 111 m/z 71.10 36.46%
87 156
o 203 999 258
m/z--> " s0 100 150 200 250 300 350
Abundance #93161: Hexanedioic acid, bis(2-methylpropyl) ester R AN R e
129 185 15.40 15.60 15.80 16.00
57 m/z 41.10 34 .49%
5000
a7 111 156
0 ‘\ T i“ “ ‘\ | “ ! 2(\)3 229 25\8 _A
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 12 Pentafluoropropionic acid, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.36 ng 101205 Chrysene-di12 15.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 81
5 1-Octadecanol 270 C18H380 000112-92-5 80
Abundance Scan 1298 (15.723 min): BF078277.D (-1296) (-) m/z 57.10 100.00%
43 57 3

5000
140 61177 194 216 234 15.40 15.60 15.80 16.00
Ok m/z 43.10 98.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
5000

15.40 15.60 15.80 16.00
125 m/z 83.10 90.62%

?\9 i 139154168182196210 238 283
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57

15. 40 15. 60 15. 80 16.00

o

5000 83 m/z 55.10 84.91%
97
111
125
0 139154168183 210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester

7 15.40 15.60 15.80 16.00
m/z 97.10 81.14%

83 [ NWJ/\‘AVV
125 238

139154169 194210 265 283
—
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 1560 15.80 16.00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 13 Octadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.12 2.62 ng 78995 Chrysene-di12 15.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Tridecane 184 C13H28 000629-50-5 58
3 Octacosane 394 C28H58 000630-02-4 52
4 Tetradecane 198 C14H30 000629-59-4 52
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 52
Abundance Scan 1333 (16.123 min): BF078277.D (-1331) (-) m/z 57.10 100.00%
57
85 /\
5000
217 R e
I 113 140164 188 | 237258 15.80 16.00 16.20 16.40
0Ll L B m/z 71.10 74.74%
m/z--> 50 100 150 200 250 300 350
Abundance #91037: Octadecane
57
5000 85 U S SRR DU B
15. 80 16. oo 16.20 16.40
m/z 43.10 69.08%

29
ol L1 14 1609 107 225 254
e T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

15.80 16.00 16.20 16.40

5000 m/z 85.10 52.51%
85
29
o 113 141 184
e T e s L s B s SRR
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane R R mEEE
57 15.80 16.00 16.20 16.40
m/z 41.10 23.40%
5000 -
29
oLl i L]y 113 141 169 197 225 253 281 309 337 365 394 | |,
e B e e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 14 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.24 5.44 ng 124239 Perylene-d12 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Hexadecane 226 C16H34 000544-76-3 70
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 64
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 1431 (17.243 min): BF078277.D (-1429) (-) m/z 57.10 100.00%
57
5000
217 258 LR SUMIE SRR B B
200 331 357 17.00 17.20 17.40 17.60
A | m/z 71.10 73.74%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 LR SUNIIRE SRR B B
17.00 17.20 17.40 17.60
m/z 43.10 61.39%
29 113
0 \‘ “\ h H\ ‘hw h‘ \1 1 1?1 I 169 197 225 253 296
m/z--> 55 160 1%0 200 250 360 3éo
Abundance
57
" 17.00 17.20 17.40 17.60
5000 85 m/z 85.10 51.69%
0 29 113 14 169 197 226
m/z--> 55 160 1%0 200 250 360 3éo
Abundance #123100: Pentadecane, 8-heptyl- e RARREEE RS
57 17.00 17.20 17.40 17.60
m/z 55.10 31.45%
5000 85
29
oL } MR 169 20 539 966 309
m/z--> 55 160 150 260 250 300 3éo 17.00 17!20 17f4o 17feo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 15 unknownl7.61 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.61 5.88 ng 134329 Perylene-d12 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 46
2 Octadecane 254 C18H38 000593-45-3 46
3 Tetratetracontane 619 C44H90 007098-22-8 46
4 Nonacosane 408 C29H60 000630-03-5 46
5 Nonadecane 268 C19H40 000629-92-5 46

Abundance Scan 1463 (17.609 min): BF078277.D (-1460) (-) m/z 57.10 100.00%

57
5000

311 355 17.20 17.40 17.60 17.80 18.00
Ol m/z 71.10 71.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #82606: Heptadecane
57
5000 TTTT LI L L L TT
17. 20 17. 40 17. 60 17. 80 18 00
m/z 43.10 57.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R S NEREEE
17.20 17.40 17.60 17.80 18.00
5000 m/z 85.10 54.44%

99
26 141 183 221254

ol R A L e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane A ERmEa mEa S
57 17.20 17.40 17.60 17.80 18.00
m/z 177.10 33.70%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 17. 20 17. 40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 16 unknownl18.09 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.09 8.91 ng 203552 Perylene-di12 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethyl-2... 206 C14H220 1000197-08-4 32
2 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 30
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 30
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 22
5 4(1H)-Pteridinone, 2-amino-6,7-d... 191 C8HIN50 000611-55-2 14
Abundance Scan 1505 (18.089 min): BF078277.D (-1503) (-) m/z 191.15 100.00%
191
231
95
69
5000 123
43 163 N
4 264 294 323 365 17.80 18.00 18.20 18.40
0 m/z 231.15 60.14%
m/z--> 50 100 150 200 250 300 350
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191
5000 43 LR BN SRR BRI B
17. 80 18 00 18 20 18. 40
o5 123 149 m/z 95.10 52.72%
0..‘.‘.|“ \H\M\“H‘HH ‘ \m ‘l‘....l....l....l..
m/z--> 50 100 150 200 250 300 350
Abundance
191
' 17.80 18.00 18.20 18.40
5000 m/z 81.10 50.44Y%
136
18 51 77 104 164
m/z--> 56 160 1éo 260 250 360 3%0
Abundance #60237: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R B LA M e e
191 17.80 18.00 18.20 18.40
m/z 69.10 45 _59%
5000 57
29
93 121 149
0 ‘“ii‘.”‘.“.‘.“‘,“‘.W.”‘, 17]3\ . N
m/z--> 50 100 150 200 250 300 350 17. 80 18 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078277.D

Aca On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 17 unknownl8.47 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.47 8.90 ng 203466 Perylene-di12 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 42
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
3 Anthracene. 9-butvl- 234 C18H18 001498-69-7 35
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 32
5 Dithiocarbaminic acid, N-cyano-,... 290 C14H14N20S2 274691-67-7 27
Abundance Scan 1538 (18.466 min): BF078277.D (-1536) (-) m/z 191.15 100.00%
191
69 123
103 18.20 18.40 18.60 18.80
41 245 300 329 397 - - - :
ol n mhﬁa—f%r m/z 95.10 45.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145074: Anthracene, 9-dodecyltetradecahydro-
191
95
5000{ 43 SR U BN SUNILN U
67 18.20 18.40 18.60 18.80
J 135 m/z 81.10 34 .04%
oLl d1s | 163 | 211235 264 30333 3%
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
18.20 18.40 18.60 18.80
5000{ 43 m/z 123.10 29.42%
123
149
69 % \/AWUJMV\AWVWNAW\,f
L L L W I WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #78719: Anthracene, 9-butyl- Bl B BE
191 18.20 18.40 18.60 18.80
m/z 69.10 29.04%
5000
234
39 76 101100139 165 || 215
m/z--> 50 100 150 200 250 300 350 400 18,20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040615\
Data File : BF078277.D

Acq On > 7 Apr 2015 2:14

Operator : TP/1Z

Sample : G1745-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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]
Propane, 2,2-dime... 1.14 372.4 ng 4122740 1 6.98 221390 20.0
2-Pentanone, 4-hy... 4.68 18.9 ng 208679 1 6.98 221390 20.0
unknown6 .69 6.69 47.0 ng 519904 1 6.98 221390 20.0
Eicosane 11.91 6.2 ng 116472 4 12.55 376465 20.0
Anthracene, 9-met... 13.30 4.5 ng 84897 4 12.55 376465 20.0
Butyl citrate 14.37 46.6 ng 1405800 5 15.81 603267 20.0
Hexanedioic acid,... 15.55 4.6 ng 138930 5 15.81 603267 20.0
Hexanedioic acid,... 15.64 8.7 ng 262813 5 15.81 603267 20.0
Pentafluoropropio... 15.72 3.4 ng 101205 5 15.81 603267 20.0
Octadecane 16.12 2.6 ng 78995 5 15.81 603267 20.0
Heneicosane 17.24 5.4 ng 124239 6 17.46 457064 20.0
unknownl7.61 17.61 5.9 ng 134329 6 17.46 457064 20.0
unknown18.09 18.09 8.9 ng 203552 6 17.46 457064 20.0
unknown18.47 18.47 8.9 ng 203466 6 17.46 457064 20.0
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