LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample - G3145-01

Misc :

ALS Vial : 25 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-BF080315.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 2.155 4 6 11 rVB 75618 108776 1.76% 0.198%
2 4.384 198 201 204 rBV 224103 293214  4.74% 0.534%
3 5.036 254 258 261 rBV 3029778 5767354 93.20% 10.501%
4 5.447 290 294 296 rBV 5381660 6188287 100.00% 11.268%
5 5.847 327 329 331 rBVY 255412 255307 4_.13% 0.465%
6 6.464 380 383 386 rBV 4276142 5604826 90.57% 10.205%
7 6.601 392 395 397 rBV 5281977 5352245 86.49% 9.745%
8 6.830 413 415 418 rVB 1270724 1142264 18.46% 2.080%
9 6.990 426 429 431 rVB 4598832 4132523 66.78% 7.524%
10 7.402 461 465 467 rBvV 3182720 4174745 67.46% 7.601%

11 8.110 525 527 530 rBV 1369852 1338602 21.63% 2.437%
12 9.196 619 622 624 rBV 5321071 5410676 87.43% 9.852%
13 9.585 654 656 658 rBvV 606483 482802 7.80% 0.879%
14 9.870 678 681 682 rBY 1006383 1250681 20.21% 2.277%
15 10.648 747 749 752 rBV2 2399201 2612637 42.22% 4._.757%

16 10.773 759 760 765 rVB 89928 110864 1.79% 0.202%
17 11.219 795 799 805 rBV3 51118 117532 1.90% 0.214%
18 11.345 808 810 811 rvV 1193358 1022771 16.53% 1.862%
19 11.413 814 816 818 rVB2 84927 105916 1.71% 0.193%
20 11.882 855 857 859 rBv2 146211 184445 2.98% 0.336%

21 11.951 862 863 868 rvB 73271 122499 1.98% 0.223%
22 12.133 877 879 884 rvB3 160772 194536 3.14% 0.354%
23 12.556 913 916 918 rBV 440503 535204 8.65% 0.974%
24 12.774 932 935 937 rBv2 350411 550271 8.89% 1.002%
25 12.934 946 949 951 rVB 3007535 3057811 49.41% 5.568%

26 13.105 960 964 966 rvB2 63560 110501 1.79% 0.201%

27 13.208 971 973 977 rvv2 59763 82483 1.33% 0.150%
28 13.402 989 990 994 rBV2 43312 69380 1.12% 0.126%
29 13.608 1006 1008 1011 rBV 52523 68036 1.10% 0.124%

30 13.722 1015 1018 1020 rBV 74335 112484 1.82% 0.205%

31 13.814 1025 1026 1030 rVB2 46771 76530 1.24% 0.139%
32 13.974 1037 1040 1046 rBV2 1176096 1587078 25.65% 2.890%
33 14.077 1047 1049 1051 rBV3 59465 109355 1.77% 0.199%
34 14.991 1126 1129 1133 rBV 254088 573380 9.27% 1.044%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample - G3145-01

Misc :

ALS Vial : 25 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.265 1151 1153 1156 rVB 150943 220732 3.57% 0.402%

36 15.322 1156 1158 1161 rVvV 161588 241260 3.90% 0.439%
37 15.391 1161 1164 1170 rVB 786456 1088753 17.59% 1.982%
38 16.065 1221 1223 1228 rVB2 77956 166739 2.69% 0.304%
39 16.751 1281 1283 1287 rVB2 89114 162553 2.63% 0.296%
40 17.163 1317 1319 1324 rVB 66353 134882 2.18% 0.246%

Sum of corrected areas: 54920934
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF080315\

BF080834.D

4 Aug 2015 10:15

TP

G3145-01

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4._.38 5.13 ng 293214 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72
4 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 72
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72

Abundance Scan 201 (4.384 min): BF080834.D (-198) (-) m/z 55.10 100.00%
55 83
5000 43
98
4.00 4.20 4.40 4.60 4.80
...,....,....,....,..??Ll.-..‘.‘?n.'.:.,..‘??,..??,.:..,....,.... m/z 83.10 87.31%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NI SRR SRR SRR
29 98 4.00 4.20 4.40 4.60 4.80
m/z 43.05 40.24%
“\‘ 3?‘\\\ 49\‘ ! 61 67 7 ! 89 .
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
55 83
41 4.00 420 4.40 4.60 4.80
5000 m/z 98.10 30.72%
27 98
15
1 33 49 63 %0 77 91
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3301: 2-Pentene, 2,4-dimethyl- e
55 83 4.00 4.20 4.40 4.60 4.80
m/z 39.10 26.13%
5000 41
98
27
15 67
“'w'“l“'w'“'w'“|“'w'“'w'“|“?n'“'w'“|“" NS SRR SRR SRR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.04 100.98 ng 5767350 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 258 (5.036 min): BFO80834.D (-254) (-) m/z 43.05 100.00%
43
59
5000
101 HRRE L UL R I
480 5.00 5.20 5.40
e Bl S8l eo 78 | 59,10 59.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HRREE L UL R I
480 5.00 520 5.40
59 m/z 58.10 16.-68%
21 37 53‘\‘ 67 77 83 a1 ‘1?1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 15.75%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e
59 480 5.00 5.20 5.40
m/z 41.10 9.30%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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-methoxy-4-me... Concentration Rank 5

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

5.85 4_47 ng 255307 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 10
4 Morpholine, 2,6-dimethyl- 115 C6H13NO 000141-91-3 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 329 (5.847 min): BF080834.D (-327) (-) m/z 43.10 100.00%
43 73
5000
55 e 100 5 560 580 6.00 6.20
SR T SN IS« S A N — m/z 73.10 83.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 HRE U R R
5.60 5.80 6.00 6.20
m/z 115.10 10.36%
15 2\9 | ‘\ | 5? | 83 190 1:}5
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
560 580 6.00 6.20
5000 m/z 41.05 9.75%
99
15 27 56 72 83 130
meﬁwwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43 5.60 5.80 6.00 6.20
m/z 55.10 6.36%
5000 59
31 101
"w“'w“Tﬂ““N“'w”'w“'w”'ﬁa'ﬁa'$“'VHw'“w'”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 unknown6.60 Concentration Rank 2

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

6.60 93.71 ng 5352250 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 395 (6.601 min): BF080834.D (-392) (-) m/z 132.10 100.00%
132
68
5000
75 % 620 6.40 6.60 6.80 7.00
104 . . . . .
..,....,....,...!,“!.‘.‘? i cobll e 8T L S WS M Tm/z 68.10  52.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A RS I I
6.20 6.40 6.60 6.80 7.00
78 m/z 66.10 34.62%
1, | 1
> 1 % % b m B o 8 % 0 110 130 1 1%
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 134.10 33.61%
15 28 39 52 6 77 90 104 .
wmmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine T R B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 20.58%
5000
33 44 o g7 105
78
R B o e R AR aa s B e R R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80 7.00

8270-BF080315.M Tue Aug 04 19:10:53 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.17 ng 110864 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Eicosane 282 C20H42 000112-95-8 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72
Abundance Scan 760 (10.773 min): BF080834.D (-759) (-) m/z 57.10 100.00%
57
5000
85
A || ] e e v, || 1010 100 100 1o
e b e e e e e e m/z 43.10 67.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544; Tridecane
57
5000 AR AR SR B
85 10,40 10.60 10.80 11.00
29 m/z 71.10 48.43%
‘ ‘\ “\ I 4 1113 141 184
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10.40 10,60 10.80 11.00
5000 m/z 85.10 30.90%
85
29

113 141 169 197 225 253 282

AR RN RN RN RARAE LULAE LUAAN LARAE UURAN LARAN LRRAS RARAN BARLN SARAS RAARN BARAS BARAN §
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64575: Pentadecane
57 10.40 10.60 10.80 11.00
m/z 41.05 27 .30%

5000 85

29
L e e a2

| s
lll||||||||||||||||llll L L R L R R R R RN RN RN RN R LA L L L L L O

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 7 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.22 2.30 ng 117532 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 53
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 53
3 Hexadecane 226 C16H34 000544-76-3 52
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 50
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 50

Abundance Scan 799 (11.219 min): BF080834.D (-795) (-) m/z 57.10 100.00%

57
43

5000

:

o 10 R
111 125 146 165 207 10.80 11.00 11.20 11.40 11.60

m/z 43.10 81.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55009: Tetradecane

SN

w
a
S

71

5000 T
85 10. 80 11. 00 11. 20 11. 40 11. 60

29 m/z 71.10 51.94%

|| % 113127141 155 160 198

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

43 57

g

10.80 11.00 11.20 11.40 11.60
5000 71 m/z 41.10 33.53%

85

29
9 113 127 141 158 184

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

F

Abundance #73965: Hexadecane L o o R R T
a3 57 10.80 11.00 11.20 11.40 11.60
m/z 85.10 28.31%
5000 1
85

29

| L L ] 99 113 127141 155 169 183 107 226 L
I I I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11. OO 11.20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 8 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.88 3.61 ng 184445 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 Dodecanoic acid 200 C12H2402 000143-07-7 22
Abundance Scan 857 (11.882 min): BF080834.D (-855) (-) m/z 60.00 100.00%
4
5000
11.60 11.80 12.00 12.20
m/z 43.10 98.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o,
5000 L B BN SR B
nmnmnmnm
m/z 73.00 96.33%
Il A \“ \H %01;}5 \ 1431571711851992132272422?6
m/z--> 25 Jo 80 100 150 150 160 180 200 220 240 260
Abundance
60 73
43 R UL SN BN B
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 84.56%
29 87 185
115 143 __171 228
NN N 10 Y L .~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid R B
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 77 .25%
29
5000
‘ “ 143157171185199
m/z--> "55" Ed" 60 80 100 120 140 160 180 200 220 240 260 'ii éolii éd ié 66 ié éd'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 9 Phenanthrene, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.40 ng 122499 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 86
2 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 50
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 50
4 Anthracene, l-methyl- 192 C15H12 000610-48-0 50
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 46

Abundance Scan 863 (11.951 min): BF080834.D (-862) (-) m/z 189.10 100.00%

1

5000

=
e

11.60 11.80 12.00 12.20
m/z 192.10  99.54%

165

113122 133 149

m/z--> 20 40 60 80 100 120 140 160 180 200 i
Abundance #50622: Phenanthrene, 4-methyl-
192
5000 |||||||||||||||||||
11.60 11.80 12.00 12.20
0
0 95 165 m/z 190.10 87 .29%
50 63 8 7 125 139 152 l
L o e e B L o R FILAL A B o e o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 191.10 74 .50%
9% 165
28 39 51 63 83 115 126 139 152 176
L o e e e B LA o e AL B o B o o
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #50627: Phenanthrene, 2-methyl- R REEEE T L
192 11.60 11.80 12.00 12.20
m/z 94.50 36.20%
5000
165
27 30 51 63 82 % 115106 130 152 | 176
o e e T I L N L o B B B o e o o T T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 10 n-Capric acid isopropyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.13 3.80 ng 194536 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
3 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 52
4 Isopropyl Myristate 270 C17H3402 000110-27-0 45
5 Nonanoic acid, l-methylethyl ester 200 C12H2402 028267-32-5 43
Abundance Scan 879 (12.133 min): BF080834.D (-877) (-) m/z 43.10 100.00%

60

5000

:

204 II|IIII|IIII|IIII|IIII|
1151%° 143157171 185 239 256 11.80 12.00 12.20 12.40

m/z 60.00 68.72%

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

Abundance #65595: n-Capric acid isopropy! ester
43
5000 LI L L L L L L L LA |
21 60 11.80 12.00 12.20 12.40
m/z 57.10 53.85%
129 155 173
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43
s
60 11.80 12.00 12.20 12.40
5000 7 m/z 41.10 46.30%

87 101115129143157171185199213227242256

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

F

Abundance #83707: Dodecanoic acid, 1-methylethyl ester T
8B g 11.80 12.00 12.20 12.40
m/z 55.10 43.19%
5000 102
200
115 157 ‘
143
m\\ Ml LT \227242 M
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 11 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.27 4_.05 ng 220732 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Perylene 252 C20H12 000198-55-0 93
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 1153 (15.265 min): BF080834.D (-1151) (-) m/z 252.10 100.00%
242
5000
125
55 95 204 365 15.00 15.20 15.40 15.60
A i 109 18720670 .#.27?2.92, 315 33" | "m/z 250.10 31.01%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 20.35%
50 74 99 , | 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance

252 \A\A

15.00 15.20 15.40 15.60

5000 m/z 125.10 19.19%
126
7499 200 224 VAQ_J
——r T
m/z--> 50 100 150 200 250 300 350
Abundance #89814: Perylene A R EEE B
252 15.00 15.20 15.40 15.60

m/z 126.05 13.88%

5000

126
27 50 74 99, | 150 174 108 224

T T T
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample : G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 28-Nor-17.beta.(H)-hopane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.07 3.06 ng 166739 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 86
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 32
3 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 30
4 Butanoic acid, 4-(4-hydroxypheny... 209 C10H11NO4 062558-67-2 25
5 Anthracene, 9-butyl- 234 C18H18 001498-69-7 15

Abundance Scan 1223 (16.065 min): BF080834.D (-1221) (-) m/z 191.15 100.00%
1
5000
17539 268 307 342364383 15.80 16,00 16.20 16.40
m/z 81.10 59.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191
5000 L PR S BN SN
109 15,80 16.00 16.20 16.40
135 398 m/z 69.10 57.99%
163 217
\ H‘d N Jo AT 0w
m/z--> 50 150 200 250 300 350 400
Abundance
191
15.80 16.00 16.20 16.40
5000! 28 m/z 109.10 44 .60%
135 163
69 95
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane Al EEma s B
191 15.80 16.00 16.20 16.40
m/z 95.10 44 .10%
5000 109
137
|| H 163 { A7 o 355 383
| | | L ! L
m/z--> 50 100 150 200 250 300 350 400 15,80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080834.D

Acq On : 4 Aug 2015 10:15

Operator : TP

Sample - G3145-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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]
3-Penten-2-one, 4... 4.38 5.1 ng 293214 1 6.83 1142260 20.0
2-Pentanone, 4-hy... 5.04 101.0 ng 5767350 1 6.83 1142260 20.0
2-Pentanone, 4-me... 5.85 4.5 ng 255307 1 6.83 1142260 20.0
unknown6 .60 6.60 93.7 ng 5352250 1 6.83 1142260 20.0
Tridecane 10.77 2.2 ng 110864 4 11.34 1022770 20.0
Tetradecane 11.22 2.3 ng 117532 4 11.34 1022770 20.0
n-Hexadecanoic acid 11.88 3.6 ng 184445 4 11.34 1022770 20.0
Phenanthrene, 4-m... 11.95 2.4 ng 122499 4 11.34 1022770 20.0
n-Capric acid iso... 12.13 3.8 ng 194536 4 11.34 1022770 20.0
Benzo[e]pyrene 15.27 4.0 ng 220732 6 15.39 1088750 20.0
28-Nor-17 .beta.(H... 16.07 3.1 ng 166739 6 15.39 1088750 20.0

8270-BF080315.M Tue Aug 04 19:10:58 2015 Page: 15



