LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\

Data File : BF088657.D

Aca On : 3 Jul 2016 19:55 Instrument :
Operator : UM/SJ BNA_F

Sample  : H3817-01 Uttt
Misc i BS-3A-2-11FT
ALS Vial : 19 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-BF063016.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 1.655 3 6 8 rVB 5120945 8108476 100.00% 22.082%
2 1.850 21 23 37 rvB 272425 426595 5.26% 1.162%
3 3.050 124 128 140 rBvV 111599 263553 3.25% 0.718%
4 4_.959 292 295 301 rBV 151748 227919 2.81% 0.621%
5 5.382 329 332 335 rBVY 2444602 2636316 32.51% 7.180%
6 6.422 420 423 425 rBV 2568275 2923681 36.06% 7.962%
7 6.547 431 434 437 rBV 2265447 2937576 36.23% 8.000%
8 6.787 452 455 457 rBV 527462 669894 8.26% 1.824%
9 6.936 466 468 471 rVB 1987354 2212190 27.28% 6.024%
10 7.347 501 504 506 rBY 1903531 1950042 24.05% 5.311%

11 8.068 564 567 569 rvB 1074733 952099 11.74% 2.593%
12 9.142 658 661 664 rBY 2707058 3086830 38.07% 8.406%
13 9.542 693 696 698 rBvV 540642 585607 7.22% 1.595%
14 9.816 717 720 722 rBV 1165093 1028852 12.69% 2.802%
15 10.193 751 753 755 rvVB 255286 358096 4.42% 0.975%

16 10.605 786 789 791 rBV 1958942 2162904 26.67% 5.890%

17 11.176 837 839 841 rBvV 99084 94950 1.17% 0.259%
18 11.291 847 849 852 rvVB 1160265 1020924 12.59% 2.780%
19 11.359 852 855 859 rvB2 43058 82582 1.02% 0.225%
20 11.576 871 874 875 rBv2 42267 91028 1.12% 0.248%

21 11.599 875 876 883 rvB 104516 133495 1.65% 0.364%
22 12.879 985 988 990 rBV 2910037 2842820 35.06% 7.742%
23 13.839 1069 1072 1076 rBV 45542 119305 1.47% 0.325%
24 13.920 1076 1079 1081 rVB 954005 1015271 12.52% 2.765%
25 15.303 1197 1200 1203 rBV 521181 788968 9.73% 2.149%

Sum of corrected areas: 36719973
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088657.D

Aca On : 3 Jul 2016 19:55

Operator : UM/SJ

Sample : H3817-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088657.D

500000011166
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6.42
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2000000 6.94
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A
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TIC: BF088657.D

0
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Time--> 11.50 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088657.D

Aca On : 3 Jul 2016 19:55

Operator : UM/SJ

Sample : H3817-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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.

1.66 242.08 ng 8108480 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 6 (1.655 min): BF088657.D (-3) (-) m/z 73.10 100.00%
73
5000
89
e
55 1.70 1.80 1.90 2.00 2.10
ol ol 148 2080, m/z 43.10 53.99%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 RS IR U A U
1.70 1.80 1.90 2.00 2.10
a1 89 m/z 89.10 35.38%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LSRN S R UL FURL LS FURL LN UL UL SR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
170 1.80 190 2.00 2.10
5000 m/z 41.10 10.24%
45
29
o 39 | 50 ® 67 101
mz> 20 30 40 50 60 70 80 9 100
Abundance #855: 1-Propanol, 2-methyl- R AARERRESREE A
43 1.70 1.80 1.90 2.00 2.10
33 m/z 45.10 8.60%
5000
27
59 74
0"|"'“""H'“"|”““H""|'l”|""|""l”"l HRB IR U AN U
m/z--> 20 30 40 50 60 70 80 90 100 1.70 1.80 1.90 2.00 2.10

8270-BF063016.-M Tue Jul 05 19:10:55 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088657.D

Aca On : 3 Jul 2016 19:55

Operator : UM/SJ

Sample : H3817-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown3.05 Concentration Rank 5

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

3.05 7.87 ng 263553 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
2 Propvlene Glvcol 76 C3H802 000057-55-6 43
3 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance Scan 128 (3.050 min): BFO88657.D (-124) (-) m/z 45.10 100.00%
45
5000 /\\—
S
61 2.80 3.00 3.20 3.40
0 ...,....,....,...??.-'.'..,.?‘?.,'....,..7“?.,....,....,....,. m/z 43.10 19.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #944: R-(-)-1,2-propanediol
45
5000 RSN R LR
2.80 3.00 3.20 3.40
29 m/z 61.00 6.55%
o 13 39 556l 76
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
45
280 3.00 320 340
5000 m/z 44.10 5.44%
19 2 3 55 61 76 /\
G S L UL BRI S UL UL SR IULILN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4716: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- e m e AN EEmas pa
45 2.80 3.00 3.20 3.40
m/z 42.10 3.21%
5000
33
o 152717 591 5561 69 76 89 104
m/z--> 10 20 30 40 50 60 70 8 90 100 110 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088657.D

Aca On : 3 Jul 2016 19:55

Operator : UM/SJ

Sample : H3817-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 7

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

4.96 6.80 ng 227919 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 9

Abundance Scan 295 (4.959 min): BF088657.D (-292) (-) m/z 43.10 100.00%
a3
59
5000
101 AR N UL SR
| 83 | 207 4.60 4.80 5.00 5.20
O bl e e e m/z 59.10 57.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR L UL R
4.60 4.80 5.00 5.20
59 m/z 101.10 20.18%
o H 6o 83 0!
e R S I I L AL S SRS WA AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520
5000 M m/z 58.10 16.55%
0 69 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime R e B
43 4.60 4.80 5.00 5.20
m/z 41.10 9.49%
5000
101
15 31 | g9 86
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520

8270-BF063016.-M Tue Jul 05 19:10:56 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088657.D

Aca On : 3 Jul 2016 19:55

Operator : UM/SJ

Sample : H3817-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.55 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.55 87.70 ng 2937580 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 434 (6.547 min): BF088657.D (-431) (-) m/z 132.00 100.00%
132
5000 68
40 54 % 620 6.40 6.60 6.80
ol 82 lails 281 m/z 68.10 48.77%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 USRS RS SN
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 32.39%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
'6.20 6.40 6.60 6.80
5000 m/z 66.10 31.38%
33 105
51 70 g
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R B AR
132 6.20 6.40 6.60 6.80
m/z 69.10 19.91%
5000
92
Ol”'w'”WJ“'ww'ﬂ?"'h"“"“ LRSS SRURAY SRR BRASE SRARY B USRS R SN
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088657.D

Aca On : 3 Jul 2016 19:55

Operator : UM/SJ

Sample : H3817-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Diethyltoluamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.19 6.96 ng 358096 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 94
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 83
3 L-Valine. N-(4-methvlbenzovl)-. ... 277 C16H23N03 1000346-63-8 78
4 Benzoic acid. 4-methvl-. 1l-methv... 192 C12H1602 100556-51-2 72
5 3-(4-Methylbenzoyl)acrylic acid 190 C11H1003 020972-36-5 72
Abundance Scan 753 (10.193 min): BF088657.D (-751) (-) m/z 119.00 100.00%
119
5000 91
o T T ot 030 a0 o
39 - - - - -
o 3w | aasters | aor e 6 oA
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53785: Diethyltoluamide
5000 190 U N BN B

9.80 10.00 10.20 10.40 10.60

m/z 190.10 25.14%

65
133148162176

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
R RRR R e
9.80 10.00 10.20 10.40 10.60
5000 m/z 65.05 17.87%
91
190
65
ol 42 78 | 105 | 133148162176
e e e e e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125030: L-Valine, N-(4-methylbenzoyl)-, propy! ester At ./,\. .
119 9.80 10.00 10.20 10.40 10.60
m/z 120.10 9.27%
5000
190
91
ol 27_43 65 218 235 277
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10. OO 10.20 10 40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088657.D

Aca On : 3 Jul 2016 19:55

Operator : UM/SJ

Sample : H3817-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.60 2.62 ng 133495 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Heptadecane 240 C17H36 000629-78-7 78
3 Nonane. 5-methvIl-5-propvl- 184 C13H28 017312-75-3 72
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 59

Abundance Scan 876 (11.599 min): BF088657.D (-875) (-) m/z 57.10 100.00%

57
43 71

5000

99 113197 141 11.20 11.40 11.60 11.80 12.00

0 m/z 43.10 69.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83023: Hexadecane
57
43
71
5000 85 LA L B L B L L L BB
11. 20 11. 40 11. 60 11. 80 12. 00
29 % m/z 71.10 69.76%
0 JL‘HH‘mmmmmmm 226
R B R o AR AR SRR E e EE e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
3 4 e A
85 11.20 11.40 11.60 11.80 12.00
5000 m/z 85.10 47 .92%
29 % 113
oL 15 127 141155 169 183 197 211 240
R B A B i b R e AR S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48915: Nonane, 5-methyl-5-propy!l- I RRaEE EEE et
57 71 11.20 11.40 11.60 11.80 12.00
43 m/z 41.10 30.10%
85
5000
127
29 9 141
) S S e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 20 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088657.D

Aca On : 3 Jul 2016 19:55

Operator : UM/SJ

Sample : H3817-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Behenic alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.84 2.35 ng 119305 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1072 (13.839 min): BF088657.D (-1069) (-) m/z 57.10 100.00%
57 83
5000 111 ”\fJMAJ\V_jﬂﬁ/\V\\AA,A\,VV_W
l 120 207 "' 13.60 13.80 14.00 14.20
0 - m/z 83.05 98.86%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 1l
13.60 13.80 14.00 14.20
- m/z 55.10 87.35%
0 dL M \ h L L ! ‘157 196 224 252 280 308
m/z--> 55 100 150 260 2éo 360 3%0
Abundance
57 83
"' 13.60 13.80 14.00 14.20
5000 11 m/z 43.10 87.22%
29 139
o 167 1095 222 250 280 308 336
m/z--> 55 160 150 260 2éo 360 3%0
Abundance #210517: 1-Heptacosanol R RERREES S
57 7 13.60 13.80 14.00 14.20
m/z 69.10 83.38%
5000
125
o 21 ’ | L L1534181 209 236 264 292 320 350 378
m/z--> 5'0 100 150 2(')0 250 3(')0 3&1,0 13. 60 13. 80 14. oo 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
Data File : BF088657.D

Acq On : 3 Jul 2016 19:55

Operator : UM/SJ

Sample : H3817-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.66 242.1 ng 8108480 1 6.79 669894 20.0
unknown3 .05 3.05 7.9 ng 263553 1 6.79 669894 20.0
2-Pentanone, 4-hy... 4.96 6.8 ng 227919 1 6.79 669894 20.0
unknown6 .55 6.55 87.7 ng 2937580 1 6.79 669894 20.0
Diethyltoluamide 10.19 7.0 ng 358096 3 9.82 1028850 20.0
Hexadecane 11.60 2.6 ng 133495 4 11.29 1020920 20.0
Behenic alcohol 13.84 2.4 ng 119305 5 13.92 1015270 20.0
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