LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010116.D

Aca On : 22 May 2017 23:24

Operator : SJ/MA

Sample : 13221-06

Misc :

ALS Vial : 22 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-BM051917.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 4.652 262 266 271 rVB3 80637 118006 1.27% 0.242%
2 5.081 334 339 348 rBV 476264 673115 7.23% 1.382%
3 5.540 411 417 432 rBY 2300954 3407646 36.61% 6.995%
4 7.151 682 691 706 rBVY 2146619 3419722 36.74% 7.020%
5 7.504 744 751 763 rBVY 2274720 3592044 38.59% 7.373%

7.963 822 829 839 rVvB 562512 918083 9.86% 1.885%
8.281 876 883 892 rVB 1782974 2916570 31.33% 5.987%
9.151 1023 1031 1039 rBV 1204207 2021697 21.72% 4 _.150%
10.769 1298 1306 1315 rBV 637256 1096237 11.78% 2.250%
13.216 1712 1722 1735 rBV 3498178 5073406 54.50% 10.414%

=
QO ~NO®

11 14.057 1858 1865 1872 rBV 452773 658912 7.08% 1.353%
12 14.592 1949 1956 1964 rBV2 990547 1515962 16.29% 3.112%
13 16.080 2203 2209 2220 rBV 2876038 4073142 43.76% 8.361%
14 17.339 2417 2423 2432 rBV 1421878 2024197 21.75% 4_.155%
15 18.186 2562 2567 2575 rBV 317266 470218 5.05% 0.965%

16 19.051 2710 2714 2718 rBV5 63490 129992 1.40% 0.267%
17 19.457 2779 2783 2790 rBV5 117622 215260 2.31% 0.442%
18 19.939 2859 2865 2876 rBV 7806643 9308710 100.00% 19.108%
19 21.498 3125 3130 3135 rBV 2376543 3127946 33.60% 6.421%
20 22.650 3323 3326 3331 rVB 329886 428472 4.60% 0.880%

21 23.862 3526 3532 3544 rVB2 1728886 3527695 37.90% 7.241%

Sum of corrected areas: 48717032
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010116.D

Aca On : 22 May 2017 23:24

Operator : SJ/MA

Sample : 13221-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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: BM010116.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010116.D

Aca On : 22 May 2017 23:24

Operator : SJ/MA

Sample : 13221-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.08 14.66 ng 673115 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 Acetic acid, 10,11-dihydroxy-3,7... 298 C17H3004 1000194-28-5 23
Abundance Scan 339 (5.081 min): BM010116.D (-334) (-) m/z 43.05 100.00%

43.0
5000
101.1

4.80 500 520 540

b 304 1469 19072210 8981 Tn/z 59.10 72.58%

T
m/z--> 50 100 150 200 250 300 350
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 e e
4.80 5.00 5.20 5.40

m/z 101.10 31.73%

“ 101.0
—upee
miz--> 50 100 150 200 250 300 350

Abundance

4.80 5.00 5.20 5.40

0
5000 1010 m/z 58.10 16.01%
27.0
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #248: Guanidine R AR REEEE ....
59.0 4.80 5.00 520 540

m/z 41.10 10.75%

50001 18.0
ih‘
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m/z--> 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010116.D

Aca On : 22 May 2017 23:24

Operator : SJ/MA

Sample : 13221-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 3 unknown7.50 Concentration Rank 1

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

7.50 78.25 ng 3592040 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 38
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 750 (7.498 min): BM010116.D (-744) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 MR R IR I R
40.1 9210 7.20 7.40 7.60 7.80
b e e et | m/z 68.10 49.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 A
60.0 7.20 7.40 7.60 7.80
390 ' m/z 66.10 37.18%
' 103.0
Twrrrv—rv—n—v—rrn—v—rn—n—rn—n—rn—n—rrr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
720 740 7.60 7.80
5000 97.0 m/z 134.10 32.57%
70.0

31.0

Wmmwwwmwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl- L R am ma
132.0 7.20 7.40 7.60 7.80

m/z 69.10 24 .35%

5000

63.0 104.0
15.0 3? -0 ol [T |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80

8270-BM051917 .M Tue May 23 14:41:09 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010116.D

Aca On : 22 May 2017 23:24

Operator : SJ/MA

Sample : 13221-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number 5 Tetradecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
18.19 4.65 ng 470218 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Undecanoic acid 186 C11H2202 000112-37-8 49

Abundance Scan 2568 (18.192 min): BM010116.D (-2562) (-) m/z 73.10 100.00%
41.0
5000
vone 1750 15100 120 1840 15,60
3551 ' m/z 55.10 73.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75070: Tetradecanoic acid
43.0 73.0
5000 129.0 17.80 18.00 18.20 18.40 18.60
m/z 60.10 72.16%
L | =0
..‘. Mﬂ“‘ | .“‘.““,‘ IMLIQI\I‘I e —
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
17.80 18.00 18.20 18.40 18.60
5000 730 m/z 41.05 71.65%
1290 . o 2130 2560
miz-> 50 100 150 200 250 300 350 400
Abundance #65565: Tridecanoic acid
73.0 17.80 18.00 18.20 18.40 18.60
43.0 m/z 43.05 69.03%
5000 129.0
171.0
H ‘ 214.0
..l..,...H.”,L.“\... ....,.{... — SN A ] iy
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010116.D

Aca On : 22 May 2017 23:24

Operator : SJ/MA

Sample : 13221-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22,65 2.74ng 428472 Chrysene-di2 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 saualere 410 C30H50 007683-64-9 83

2 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
3 Farnesol isomer a 222 C15H260 1000108-92-4 74
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 59
Abundance Scan 3326 (22.650 min): BM010116.D (-3323) (-) m/z 69.10 100.00%
69.1
5000 J\

137.1 22. 40 22 60 22. 80 23. 00
208.1 267.0 357.1 .
o 3125 404.2445.1 491.0 537.1 m/z 81.10 49 .13%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69.0

5000 L S B RE ma
22. 40 22 60 22. 80 23. 00

m/z 41.05 23.23%

137.0
270 ||, ,/, 191.0232.0273.0 3410 4100
L i i e e e e L e e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0

22.40 22 60 22. 80 23.00

5000 m/z 95.10 15.45%
136.0
27.0 177.0 248.0
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #70961: Farnesol isomer a
69.0 22.40 22.60 22.80 23.00

m/z 68.10 13.12%

5000

L1 1010

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052217\
Data File : BM010116.D

Acq On : 22 May 2017 23:24

Operator : SJ/MA

Sample - 13221-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .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]
2-Pentanone, 4-hy... 5.08 14.7 ng 673115 1 7.96 918083 20.0
unknown? .50 7.50 78.3 ng 3592040 1 7.96 918083 20.0
Tetradecanoic acid 18.19 4.7 ng 470218 4 17.34 2024200 20.0
Squalene 22.65 2.7 ng 428472 5 21.50 3127950 20.0
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