LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010123.D

Aca On : 23 May 2017 03:35

Operator : SJ/MA

Sample : 13222-08

Misc :

ALS Vial : 29 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 5.081 334 339 349 rVB 239940 334635 3.24% 0.657%
2 5.540 411 417 428 rBVY 2664891 3858321 37.35% 7.575%
3 7.151 684 691 710 rBVY 2391388 3830807 37.08% 7.521%
4 7.504 743 751 769 rBVY 2570029 4079745 39.49% 8.010%
5 7.963 822 829 840 rBV 553550 910571 8.81% 1.788%

8.281 876 883 893 rBV 2060478 3274559 31.70% 6.429%
9.145 1024 1030 1045 rBV 1363295 2280617 22.07% 4._477%
10.769 1299 1306 1317 rBV 661476 1103074 10.68% 2.166%
13.216 1712 1722 1733 rBVY 3987987 5686460 55.04% 11.164%
14.051 1859 1864 1872 rVB 322814 444949 4_.31% 0.874%

=
QO ~NO®

11 14.592 1949 1956 1966 rVvB2 988328 1486711 14.39%% 2.919%
12 16.080 2203 2209 2220 rBV 3337254 4544292 43 .99% 8.922%
13 17.339 2416 2423 2434 rBV 1280792 1925503 18.64% 3.780%
14 18.186 2562 2567 2572 rBV 220346 320870 3.11% 0.630%
15 19.451 2778 2782 2787 rBvV4 99218 152420 1.48% 0.299%

16 19.939 2859 2865 2872 rBVY 8611921 10331425 100.00% 20.284%
17 21.492 3125 3129 3137 rBV 2323634 3039042 29.42% 5.966%
18 23.862 3526 3532 3542 rVB 1701540 3331102 32.24% 6.540%

Sum of corrected areas: 50935103
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM052217\
Data File : BM010123.D

Aca On : 23 May 2017 03:35

Operator : SJ/MA

Sample : 13222-08

Misc :

ALS Vial :© 29 Sample Multiplier: 1

Z:\HPCHEMI\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: BM010123.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010123.D

Aca On : 23 May 2017 03:35

Operator : SJ/MA

Sample : 13222-08

Misc :

ALS Vial : 29 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.08 7.35 ng 334635 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 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Hvdrazine. 1.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 47
4 Guanidine 59 CH5N3 000113-00-8 43
5 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 38

Abundance Scan 339 (5.081 min): BM010123.D (-334) (-) m/z 43.05 100.00%
43.0
5000
101.1
4.80 5.00 520 5.40

.HW.HA'“Jﬁ?%“.m“.”“.““.”,””ﬂﬁ%P“...”..HEQK%“. m/z 59.10 72.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 LA L L L L L L L LB
4.80 5.00 520 5.40
m/z 101.10 30.15%
‘% 101.0
1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R R REREE RS
4.80 5.00 520 5.40
m/z 58.05 16 .50%
5000 101.0
70.0
15.0
WWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 4.80 5.00 520 5.40
m/z 41.10 10.64%
5000 101.0
27.0 ‘
””,ﬁnm.m“”.“”w.”w”.w””,””..”.”..”..”w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010123.D

Aca On : 23 May 2017 03:35

Operator : SJ/MA

Sample : 13222-08

Misc :

ALS Vial : 29 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 unknown7.50 Concentration Rank 1

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

7.50 89.61 ng 4079750 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 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 750 (7.498 min): BM010123.D (-743) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 B I I I
40.0 079 266.9 720 7.0 7.60 7.80
: : m/z 68.10 47 . 77%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 RN AR R AR LA
60.0 7.20 7.40 7.60 7.80
39.0 ' m/z 66.10 36.17%
: 89.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
00 "7k Tk 760 780
5000 m/z 134.10 32.17%
31.0
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine R e L
132.0 7.20 7.40 7.60 7.80
m/z 69.10 23.84%
97.0
5000
31.0 77'0
| 1] | !
m/z--> 40 60 80 160 120 140 160 180 200 220 240 260 280 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010123.D

Aca On : 23 May 2017 03:35

Operator : SJ/MA

Sample : 13222-08

Misc :

ALS Vial : 29 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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.19 3.33 ng 320870 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2568 (18.192 min): BM010123.D (-2562) (-) m/z 73.10 100.00%
5000
17.80 18.00 18.20 18.40 18.60
m/z 60.10 66.14%
m/z--> 50 100 150 200 250 300 350
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000 LN UL AR R B
17.80 18.00 18.20 18.40 18.60
129.0 256.0 m/z 43.10 63.88%
Ll M n“\ JE98-9, ‘ 15‘7'0‘185'021?'0 |
m/z--> o '55' ' "160" "150" "200" "250 ' "300" "3éo
Abundance
43.0 73.0
17.80 18.00 18.20 18.40 18.60
m/ 55.05 63.16%
5000 1290 z 0
185.0
m/z--> o '55' ' "160" "150" "260" "250" "300" "3éo
Abundance #65566: Tridecanoic acid
73.0 17.80 18.00 18.20 18.40 18.60
m/z 57.10 63.07%
43.0
5000
129.0
1710 2140
15,0 4, ‘Iiwﬂﬁﬂﬁ?‘“l ,fMIJ‘IM ,.L.. S
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052217\
Data File : BM010123.D

Acq On : 23 May 2017 03:35

Operator : SJ/MA

Sample - 13222-08

Misc :

ALS Vial : 29 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.08 7.3 ng 334635 1 7.96 910571 20.0
unknown? .50 7.50 89.6 ng 4079750 1 7.96 910571 20.0
n-Hexadecanoic acid 18.19 3.3 ng 320870 4 17.33 1925500 20.0
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