LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM033017\
Data File : BM009463.D

Aca On : 30 Mar 2017 22:33

Operator : SJ/MA

Sample : 12436-04

Misc :

ALS Vial : 14 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 M\METHODS\8270-BM032217 .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 4_.975 317 321 328 rBV 99421 134950 1.30% 0.281%
2 5.422 391 397 405 rBY 1481604 2125250 20.53% 4_.433%
3 7.004 659 666 676 rBV 869750 1370008 13.24% 2.857%
4 7.375 722 729 740 rBVY 2437344 3916763 37.84% 8.169%
5 7.845 801 809 815 rBV 519150 856617 8.28% 1.787%

8.169 855 864 876 rBvV 2290870 3827751 36.98% 7.983%
9.016 999 1008 1018 rBV 2016352 3295485 31.84% 6.873%
10.645 1277 1285 1289 rBV 650268 1084941 10.48% 2.263%
10.698 1289 1294 1302 rVB 480568 825893 7.98% 1.723%
12.310 1561 1568 1573 rBV 189659 292817 2.83% 0.611%

=
QO ~NO®

11 12.527 1595 1605 1612 rVB 166080 269155 2.60% 0.561%
12 13.110 1696 1704 1712 rBV 4585522 6600091 63.77% 13.766%
13 14.492 1932 1939 1946 rBV2 885785 1351065 13.05% 2.818%
14 15.980 2180 2192 2202 rBV 3471439 5040384 48.70% 10.513%
15 17.239 2399 2406 2411 rBV 1177652 1691872 16.35% 3.529%

16 18.115 2550 2555 2561 rBv2 135192 197813 1.91% 0.413%
17 19.392 2767 2772 2778 rBV4 76979 116835 1.13% 0.244%
18 19.862 2845 2852 2857 rBV 8099438 10349862 100.00% 21.586%
19 21.103 3059 3063 3067 rBV 157208 180969 1.75% 0.377%
20 21.415 3111 3116 3124 rBV 1842441 2292075 22.15% 4.781%

21 23.739 3504 3511 3519 rVB 1130953 2125635 20.54% 4.433%

Sum of corrected areas: 47946231
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1I\BNA M\DATA\BM033017\
Data File : BM009463.D

Aca On : 30 Mar 2017 22:33

Operator : SJ/MA

Sample : 12436-04

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM009463.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM033017\
Data File : BM009463.D

Aca On : 30 Mar 2017 22:33

Operator : SJ/MA

Sample = 12436-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .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 unknown4.98 Concentration Rank 3

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

4.98 3.15 ng 134950 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol 130 C8H180 000589-98-0 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 32
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 25
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 25

Abundance Scan 322 (4.981 min): BM009463.D (-317) (-) m/z 43.00 100.00%
43.0
5000
to1.1 450 450 500 550 540
ol B a8 L1 69710 60.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13189: 3-Octanol
59.0
83.0
5000 SRS SERE RN R
2.0 460 4.80 5.00 5.20 5.40
: m/z 101.10 17.02%
112.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
460 480 500 520 5.40
5000 m/z 58.05 12.84%
101.0
0 15.0 73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7867: 4-Hydroxy-3-hexanone
59.0 460 4.80 5.00 5.20 5.40
m/z 41.00 10.29%
31.0
5000
0 | 870 116.0
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 240 2éo 2éo 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM033017\
Data File : BM009463.D

Aca On : 30 Mar 2017 22:33

Operator : SJ/MA

Sample = 12436-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .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 2 unknown7.37 Concentration Rank 1

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

7.37 91.45 ng 3916760 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 728 (7.369 min): BM009463.D (-722) (-) m/z 132.00 100.00%
13%.0
68.1
5000
40.0 96.0 A N SR L
7.00 7.20 7.40 7.60 7.80
0 1150 206.8 m/z 68.10 59.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I N SR L

7.00 7.20 7.40 7.60 7.80
m/z 66.10 45.03%

31.0 51.0
0 ‘ b1 H oy ‘ ‘ I
R B o B L B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0 132.0
P
7.00 7.20 7.40 7.60 7.80
5000 m/z 134.00 32.70%
27.0 760 990
o) RSN P PSR 8 S N LU
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- R e e R o
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 27.02%
5000
69.0
39.0
ol L7200
O “Hw VSN S SN (R | NS G
m/z--> 20 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM033017\
Data File : BM009463.D

Aca On : 30 Mar 2017 22:33

Operator : SJ/MA

Sample = 12436-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .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 3 Bicyclo[4.4.1]jundeca-1,3,5,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.53 4.96 ng 269155 Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.4.11lundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 95
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
Abundance Scan 1605 (12.527 min): BM009463.D (-1595) (-) m/z 141.10 100.00%
1441
5000 151
300 511 629 735 890 101 1220 1240 12,60 1780
Obrprrrr et e e ettt 28 Ml Tm/z 142.10 0 96.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18507: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
115.0 141.0
5000 RUUULSR SRR LN RS
1220 12.40 12.60 12.80
39.0 510 m/z 115.10 48.21%
o] \\ el | oo |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142.0
12.20 12.40 12.60 12.80
5000 115.0 m/z 143.10 12.40%
270 39.0 51.0 630 740 890 1029 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18501: Naphthalene, 2-methyl- i e
142.0 1220 12.40 12.60 12.80
m/z 139.10 10.58%
5000 1150
270 390 510 630 740 890 1000 | 1260 |
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 150 12:20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM033017\
Data File : BM009463.D

Aca On : 30 Mar 2017 22:33

Operator : SJ/MA

Sample = 12436-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.12 2.34 ng 197813 Phenanthrene-d10 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38
Abundance Scan 2556 (18.121 min): BM009463.D (-2550) (-) m/z 41.05 100.00%
41.0 .0 T
5000
256.3 283.0 17.80 18.00 18.20 18.40
Ot m/z 60.00 98.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000
17.80 18.00 18.20 18.40
120.0 256.0 m/z 73.05 90.93%
97.0 . )
0 ||||||||||‘||M||‘|‘|“‘|‘||“‘l”:||‘”|‘||‘|‘|||||||||||‘|1|7|:‘I|"|0|‘||| |2|1|‘3|.0|||| T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 17.80 18.00 18.20 18.40
5000 129.0 m/z 43.10 82 .30%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56046: Dodecanoic acid
60.0 17.80 18.00 18.20 18.40
m/z 57.10 62.91%
5000
29.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM033017\
Data File : BM009463.D

Acq On : 30 Mar 2017 22:33

Operator : SJ/MA

Sample : 12436-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM032217 .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]
unknown4 .98 4.98 3.1 ng 134950 1 7.85 856617 20.0
unknown? .37 7.37 91.5 ng 3916760 1 7.85 856617 20.0
Bicyclo[4.4.1Jund... 12.53 5.0 ng 269155 2 10.65 1084940 20.0
n-Hexadecanoic acid 18.12 2.3 ng 197813 4 17.24 1691870 20.0
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