LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010187.D

Aca On : 24 May 2017 19:02

Operator : SJ/MA

Sample = 13282-05

Misc :

ALS Vial : 17 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 5.528 409 415 424 rBV 1043005 1544706 13.42% 3.317%
2 7.134 681 688 699 rBV 585872 944897 8.21% 2.029%
3 7.487 740 748 757 rBVY 1911311 3054865 26.54% 6.560%
4 7.951 820 827 834 rBV 507118 821376 7.14% 1.764%
5 8.269 873 881 892 rBY 1917804 3142281 27 .30% 6.747%

9.134 1020 1028 1035 rBV 1396327 2351531 20.43% 5.049%
10.163 1198 1203 1211 rVB3 74354 123499 1.07% 0.265%
10.757 1297 1304 1308 rBV 619753 1019735 8.86% 2.190%
10.804 1308 1312 1321 rVB 372929 644701 5.60% 1.384%
13.204 1713 1720 1730 rBV 4392890 6110713 53.09% 13.121%

=
QO ~NO®

11 14.039 1857 1862 1867 rBV 105221 152526 1.33% 0.328%
12 14.580 1948 1954 1961 rBV2 920260 1435346 12.47% 3.082%
13 16.074 2201 2208 2217 rBV 3413520 4744170 41.22% 10.187%
14 17.327 2415 2421 2426 rBV 1376288 1924864 16.72% 4_.133%
15 17.745 2488 2492 2498 rVB 159332 220954 1.92% 0.474%

16 18.174 2561 2565 2571 rBV3 160955 244305 2.12% 0.525%
17 19.445 2777 2781 2786 rBV7 102414 175244 1.52% 0.376%
18 19.927 2858 2863 2869 rBV 9085281 11509328 100.00% 24.714%
19 21.162 3070 3073 3081 rVB3 264780 419867 3.65% 0.902%
20 21.486 3123 3128 3133 rBV 2350640 2867774 24.92% 6.158%

21 23.844 3524 3529 3540 rVB2 1535260 3118287 27.09% 6.696%

Sum of corrected areas: 46570969
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM052417\
Data File : BM010187.D

Aca On : 24 May 2017 19:02

Operator : SJ/MA

Sample : 13282-05

Misc :

ALS Vial : 17 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: BM010187.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010187.D

Aca On 24 May 2017 19:02

Operator : SJ/MA

Sample - 13282-05

Misc :

ALS Vial : 17 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 unknown7.49 Concentration Rank 2

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

7.49 74.38 ng 3054870 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 12

Abundance Scan 749 (7.493 min): BM010187.D (-740) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 U IR L L IR
40.1 7.20 7.40 7.60 7.80
o! 209.0 2Ll "m/z 68.10 49.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 U R L R IR
7.20 7.40 7.60 7.80
m/z 66.10 37.77%
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 260 280
Abundance
56.0 132.0
R A R A
7.20 7.40 7.60 7.80
5000 m/z 134.10 33.26%
. 27.0 1.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine R e R
132.0 7.20 7.40 7.60 7.80
m/z 69.10 23.97%
97.0
5000
a0 190 ‘
0““|“LHJ“LAJPHW'“'“"”“l““"“'“"“"HWH'W” R R L R IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010187.D

Aca On 24 May 2017 19:02

Operator : SJ/MA

Sample - 13282-05

Misc :

ALS Vial : 17 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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.16 2.42 ng 123499 Naphthalene-d8 10.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 96
2 Bicvclol2.2_1Theptan-2-one. 1.7.... 152 C10H160 021368-68-3 94
3 Camphor 152 C10H160 000076-22-2 94
4 Bicvclol2.2_1Theptan-2-one. 1.7.... 152 C10H160 000464-49-3 93
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 000529-00-0 41
Abundance Scan 1202 (10.157 min): BM010187.D (-1198) (-) m/z 95.10 100.00%
94.1
41.1
5000

9.80 10.00 10.20 10.40

0 m/z 41.10 64 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24202: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95.0
5000 410 69.0
9.80 10.00 10.20 10.40
152.0 m/z 81.05 59.35%
ol 15.0 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95.0
9.80 10.00 10.20 10.40
5000 410 m/z 55.10 55.00%
69.0 152.0
0 14.0 124.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23919: Camphor
41.0 95.0 9.80 10.00 10.20 10.40
m/z 69.10 53.41%
5000 69.0
152.0
121.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010187.D

Aca On 24 May 2017 19:02

Operator : SJ/MA

Sample - 13282-05

Misc :

ALS Vial : 17 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.
18.17 2.54 ng 244305 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 2564 (18.168 min): BM010187.D (-2561) (-) m/z 73.10 100.00%
411
5000
1291 182.1514 5 s T
256.3 4173 17.80 18.00 18.20 18.40
0 - m/z 60.00 71.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92226: n-Hexadecanoic acid
43.0
5000
17.80 18.00 18.20 18.40
30 129.0 256.0 m/z 43.10 67 .14%
1710 213.0
0 'MJM"I“J'”I'M"I”"'I""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
41.0 R UM SRR BRI U
17.80 18.00 18.20 18.40
5000 129.0 228.0 m/z 41.10 64.70%
185.0
L L L WL UL WL UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #37192: n-Decanoic acid i BE L o
60.0 17.80 18.00 18.20 18.40
m/z 55.10 55.31%
5000 129.0
2710 J
172.0
0 I'“;ﬁﬁ}w"H"M'I""I""I""I""I"' UM SRR BRI UL
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010187.D

Aca On 24 May 2017 19:02

Operator : SJ/MA

Sample - 13282-05

Misc :

ALS Vial : 17 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 5 1-Phenanthrenecarboxylic ac... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.16 2.93 ng 419867 Chrysene-di12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxvlic acid. 1... 300 C20H2802 001740-19-8 95
2 1-Phenanthrenecarboxvlic acid. 1... 300 C20H2802 005155-70-4 89
3 Butanoic acid. 2-(cvano)(2.4.6-t... 300 C17H20N203 1000267-71-7 70
4 Ethvl 4-hvdroxv-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 49
5 3-[1-Naphthyl]-5-hydroxyiminomet... 239 C13H9N302 103499-04-3 42
Abundance Scan 3073 (21.162 min): BM010187.D (-3070) (-) m/z 239.20 100.00%
2
285.2
5000
411 831 20.80 21.00 21.20 21.40
343.1 429.1 : - : :
ol |, 32738511201 47025192 | /7 285.20  67.41%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117817: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
239.0 285.0
5000 AR BARRE B
197.0 20.80 21.00 21.20 21.40
141.0 ' m/z 197.10 44 .04%
43.0 910 : ‘ ‘
ok III\‘I\I - I\ IwIHIw“lhI‘\‘wlw\lw\‘llhwll‘hllwﬂ . l‘ — ‘|||||| i R mmma
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
285.0
239.0 LN PR AU B
20.80 21.00 21.20 21.40
5000 m/z 141.10 19.84%
197.0
430 41, 141.0
o e P e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117578: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylami... R e EEEmE
230.0 20.80 21.00 21.20 21.40
m/z 240.15 17.40%
43.0
5000 285.0
183.0
91.0
m/z--> 50 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052417\
Data File : BM010187.D

Acq On : 24 May 2017 19:02

Operator : SJ/MA

Sample - 13282-05

Misc :

ALS Vial : 17 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]
unknown7 .49 7.49 74_.4 ng 3054870 1 7.95 821376 20.0
Bicyclo[2.2.1]hep... 10.16 2.4 ng 123499 2 10.76 1019740 20.0
n-Hexadecanoic acid 18.17 2.5 ng 244305 4 17.33 1924860 20.0
1-Phenanthrenecar... 21.16 2.9 ng 419867 5 21.49 2867770 20.0
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