LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117335.D

Aca On : 3 Oct 2019 23:45

Operator :© JU

Sample : K5095-04

Misc :

ALS Vial : 21 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091319.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 2.463 46 64 67 rBv 4020484 8411409 7.47% 5.973%
2 3.899 294 308 311 rBVY 3327268 6472630 5.75% 4 .596%
3 4.087 334 340 347 rBV 924238 1222486 1.09% 0.868%
4 4.751 408 453 454 rBV5 9934060 112642151 100.00% 79.986%
5 6.422 732 737 742 rVB2 1172005 1311854 1.16% 0.932%
6 6.598 763 767 771 rVB 1113361 1263142 1.12% 0.897%
7 6.645 771 775 779 rBV2 3392449 3709195 3.29% 2.634%
8 6.875 811 814 821 rVV3 1962907 2055268 1.82% 1.459%
9 6.969 826 830 832 rVV2 1142514 1311356 1.16% 0.931%
10 9.163 1198 1203 1206 rBV 1449936 1276355 1.13% 0.906%
11 12.580 1777 1784 1792 rBV3 628216 1151254 1.02% 0.817%

Sum of corrected areas: 140827100
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117335.D

Aca On : 3 0Oct 2019 23:45

Operator : JU

Sample : K5095-04

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091319.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: BF117335.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117335.D

Aca On : 3 Oct 2019 23:45

Operator :© JU

Sample : K5095-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2 1,3,5-Cycloheptatriene Concentration Rank 3

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

3.90 62.99 ng 6472630 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 86
3 2.5-Norbornadiene 92 C7H8 000121-46-0 72
4 Cvclobutene. 2-propenvlidene- 92 C7H8 052097-85-5 64
5 Propanedinitrile, ethylidene- 92 C5H4N2 001508-07-2 53

Abundance Scan 308 (3.899 min): BF117335.D (-294) (-) m/z 91.10 100.00%
g1
5000
AR SR L S
39 51 65 3.60 3.80 4.00 4.20
Ol et S 7277 86l m/z 92.10 59.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2449: Toluene
g1
5000 AR SR L S

3.60 3.80 4.00 4.20
m/z 65.00 12 _.46%

39 51 65
27 | 45 % 57 || 74 86
0 IS B e e e s s L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2468: 1,3,5-Cycloheptatriene
91
R RAEEARE S
3.60 3.80 4.00 4.20
5000 m/z 39.00 9.30%
39 65
O .%?, —rr o .?&. M= N P -~ ,..85.,.‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2461: 2,5-Norbornadiene T e
91 3.60 3.80 4.00 4.20
m/z 63.00 8.34%
5000 66
39
15 2 Ca5 Ot e | 77 86
o o et Y L TS AR S L S
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117335.D

Aca On : 3 Oct 2019 23:45

Operator :© JU

Sample : K5095-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown4.75 Concentration Rank 1

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

4.75 1096.13 ng 112642000 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrachloroethvlene 164 C2Cl14 000127-18-4 98
2 Pvrimidine. 5-fluoro-2.4-dichloro- 166 C4HCI2FN2 002927-71-1 25
3 2.4-Dichloro-6-fluoropvrimidine 166 C4HCI2FN2 003833-57-6 22
4 Thioxan-3-one. oxime 131 C5H9NOS 058230-51-6 10
5 2-Chloroquinoxaline 164 C8H5CIN2 001448-87-9 9

Abundance Scan 453 (4.751 min): BF117335.D (-408) (-) m/z 165.90 100.00%
129 166
5000 9
47
59 82 LD S S S
37 | | 0 | 117 440 4.60 4.80 5.00
0'“W””P”H””k”Wh”P”WJ”P”h””P”W””P“W”“P”W”“L”W' m/z 163.90 79.78%
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33818: Tetrachloroethylene
166
131
5000 AR S S SR
47 94 4.40 4.60 4.80 5.00
35 59 m/z 128.90 78.53%
24 82
R A s A L AR A AN LA A VA A M LA L LA
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35290: Pyrimidine, 5-fluoro-2,4-dichloro-
166
131 440 460 480 500
5000 m/z 130.90 75.62%
31
44 6
0'"%q'“|'”*|J”'ﬁ?'wl“JT“"v"?'“'l}?ﬁ"“l“"ﬁkiﬁe"v"w"“1“"v
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35289: 2,4-Dichloro-6-fluoropyrimidine B B
166 4.40 4.60 4.80 5.00
m/z 167.90 49 .48%
131
5000
31 70 g6
) 4 106 | 147 ‘ ///MT
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 440 460 480 500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117335.D

Aca On : 3 Oct 2019 23:45

Operator :© JU

Sample : K5095-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.60 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.60 12.29 ng 1263140 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 767 (6.598 min): BF117335.D (-763) (-) m/z 132.00 100.00%
132
5000 68 }L
96 IR I L
40 54 - 06 J 620 640 660 680 700
0 I - Y | RN m/z 68.00  39.75%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.38%

31 51
9
0 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.07%
104
66
ol14 27 39 51 P 70 g | 15 ‘
e e B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e REARE R e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 17.09%
116
5000 98
m/z--> 20 40 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117335.D

Aca On : 3 Oct 2019 23:45

Operator :© JU

Sample : K5095-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 6 Benzene, 1,2,3-trimethyl- Concentration Rank 4

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

6.65 36.09 ng 3709200 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 81
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 81

Abundance Scan 776 (6.651 min): BF117335.D (-771) (-) m/z 105.05 100.00%
105
a3
5000 120
71
85
6.40 6.60 6.80 7.00
0 S N eS8 m/z 57.05 61.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000

6.40 6.60 6.80 7.00
m/z 43.05 53.89%

27 39 51 g5 (7 91
15 1 1 Iy il
O’ rrprrrrprete e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120 6.40 6.60 6.80 7.00
5000 m/z 120.10 45 .33%
77
15 27 39 51 65 N 9\1 Ll M‘\
O’ e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9401: Mesitylene
105 6.40 6.60 6.80 7.00
m/z 41.00 30.56%
120
5000
2 st g5 71O Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117335.D

Aca On : 3 Oct 2019 23:45

Operator :© JU

Sample : K5095-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Oleic Acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.58 20.00 ng 1151250 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 99
3 6-Octadecenoic acid 282 C18H3402 1000336-66-8 89
4 Cvclopentadecanone. 2-hvdroxv- 240 C15H2802 004727-18-8 83
5 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 58
Abundance Scan 1784 (12.580 min): BF117335.D (-1777) (-) m/z 55.00 100.00%

69
83

5000

:

12.20 12.40 12.60 12.80
m/z 69.05  77.50%

125
0 138 152165 180193 207 222235248 264 282

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid

:

12.|20 12.I40 12.|60 12.I80
264 m/z 41.10 69.15%

5000

111

125
138151165 180193 207 222235 949

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)-

69

:

83 ||||||||II|IIII|IIII|II
97 12.20 12.40 12.60 12.80

m/z 83.05 62 .44%

5000

111
264

125

. 138151165 180193 207 222235 249
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129340: 6-Octadecenoic acid R B N Eama
12.20 12.40 12.60 12.80

m/z 97.10 50.31%

:

5000

:

T T T I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100319\
Data File : BF117335.D

Acq On : 3 Oct 2019 23:45

Operator : JU

Sample - K5095-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1,3,5-Cycloheptat. ... 3.90 63.0 ng 6472630 1 6.81 2055270 20.0
unknown4 .75 4.75 1096.1 ng 112642000 1 6.81 2055270 20.0
unknown6 .60 6.60 12.3 ng 1263140 1 6.81 2055270 20.0
Benzene, 1,2,3-tr... 6.65 36.1 ng 3709200 1 6.81 2055270 20.0
Oleic Acid 12.58 20.0 ng 1151250 4 11.33 1151250 20.0
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