LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033268.D

Aca On : 20 Mar 2018 15:26

Operator : SJ/JU

Sample : J1982-07

Misc :

ALS Vial : 6 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 G\METHODS\8270-BG031918.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 3.499 30 36 46 rBV 64927 138576 3.26% 0.654%
2 3.587 46 51 60 rvB 39785 65901 1.55% 0.311%
3 5.797 421 427 438 rVB 42649 75208 1.77% 0.355%
4 6.308 508 514 535 rBV 773413 1555747 36.64% 7.338%
5 8.000 795 802 828 rBV 800591 1789787 42.15% 8.442%

8.405 863 871 891 rBvV 773695 1639865 38.62% 7.735%
8.893 947 954 972 rBV 112774 266865 6.28% 1.259%
9.228 1003 1011 1031 rBV 599836 1207395 28.43% 5.695%
475507 1090886 25.69% 5.145%
11.778 1436 1445 1457 rBV 171945 372571 8.77% 1.757%
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11 14.140 1840 1847 1866 rBV 1500714 2588743 60.97% 12.210%
12 14.927 1973 1981 1994 rBV 95203 166084 3.91% 0.783%
13 15.509 2073 2080 2093 rBvV2 325052 599554 14.12% 2.828%
14 16.278 2206 2211 2216 rVB2 32312 43160 1.02% 0.204%
15 16.983 2324 2331 2349 rBV 1426396 2380541 56.06% 11.228%

16 18.241 2539 2545 2559 rBV2 491649 829033 19.52% 3.910%
17 19.040 2676 2681 2690 rBV2 96638 160346 3.78% 0.756%
18 20.268 2886 2890 2896 rBV3 54840 76274 1.80% 0.360%
19 20.761 2968 2974 2988 rBV 3247005 4246158 100.00% 20.027%
20 22.107 3198 3203 3211 rBvV4 52004 105152 2.48% 0.496%

21 22.600 3279 3287 3299 rBV2 469563 931595 21.94% 4_.394%
22 26.396 3921 3933 3946 rBV2 255701 872321 20.54% 4.114%

Sum of corrected areas: 21201762
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG032018\
BG033268.D

20 Mar 2018 15:26

SJ/JU

J1982-07

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time--> 3.50

3389

TIC: BG033268.D
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TIC: BG033268.D
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13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

3000000

2500000

2000000

1500000

1000000
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TIC: BG033268.D

26.40

0l

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033268.D

Aca On : 20 Mar 2018 15:26

Operator : SJ/JU

Sample : J1982-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.59 4.94 ng 65901 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 5
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 5
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 5

Abundance Scan 51 (3.587 min): BG033268.D (-46) (-) m/z 73.10 100.00%
3
5000
43
55 87 S ISV
39 59 7 340 360 3.80 4.00
o.”q“wnupuwuw”““AJLJfﬁwLth““w”ﬁ.huupfﬁlqnupu m/z 43.00 33.17%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI UL R N

43 3.40 3.60 3.80 4.00
55 87 m/z 55.00 24.10%

29
267 33 394650 ‘ 59 70 80

O prrrr [ P T [ A [P e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
IIIIIIIIIIIIIIAAIIIII
340 360 3.80 4.00
5000 43 m/z 87.00 23.84%
17 59 71
0 27 39 46 5356 68 88
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #740: Acetamide, N-methyl- e
43 78 340 360 380 4.00
30 m/z 45.00 13.15%
5000 58
15
I - | A
O B -
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360 3.80 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033268.D

Aca On : 20 Mar 2018 15:26

Operator : SJ/JU

Sample : J1982-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.80 5.64 ng 75208 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.2-Butanediol 90 C4H1002 000584-03-2 32
3 3-Pentanol 88 C5H120 000584-02-1 32
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 428 (5.802 min): BG033268.D (-421) (-) m/z 43.00 100.00%
43
59
5000
101
83 540 560 5.80 6.00 6.20
o....,....','...:|i....,-....,|....,....,....,....,....,2.0.7.. m/z 59.00 62.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS LN R
59 5.40 5.60 5.80 6.00 6.20
m/z 101.00 20.04%
15 4 101
mi 1y ' 83 \‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
31 59
540 560 580 6.00 6.20
5000 m/z 58.00 15.15%
43
5 71 89
e A L I S S S S BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2090: 3-Pentanol
59 540 5.60 5.80 6.00 6.20
m/z 41.00 9.10%
5000 31
0% '}?I'hk '%?"'I'?Q'I ?7"|" DU N P SR B B
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033268.D

Aca On : 20 Mar 2018 15:26

Operator : SJ/JU

Sample : J1982-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.41 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.41 122.90 ng 1639870 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 872 (8.411 min): BG033268.D (-863) (-) m/z 132.00 100.00%
132
5000 68 /\\V_
40 %6 800 820 840 860 8.80
ol .1-..|~,'A....,...15?9,....,....,....,3.’6? m/z 68.00 48.37%

m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

5000 A |
8.00 820 8.40 8.60 8.80

m/z 66.00 33.32%

104
o.l‘?u.%g,u“wf“% e
m/z--> 50 100 150 200 250 300 350
Abundance
57 132 /\‘

8.00 8.20 8.40 8.60 8.80

5000 98 m/z 134.00 32.26%
77
158 189
O T L e e o e e e B LA s s s o ey o N
m/z--> 50 100 150 200 250 300 350
Abundance #14770: Cyclopropanamine, 1-phenyl-
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 21.78%

104
5000
i 7‘7 LL'
0,,§3L,.|L|,..HIL,L,,IHHIHHIHHI.MIH

m/z--> 50 100 150 200 250 300 350 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033268.D

Aca On : 20 Mar 2018 15:26

Operator : SJ/JU

Sample : J1982-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.04 3.87 ng 160346 Phenanthrene-d10 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 41
Abundance Scan 2681 (19.040 min): BG033268.D (-2676) (-) m/z 60.00 100.00%
43 60
5000
83 129
J 7 115 | 143157171085 00 | L, 256 - 18.80 19.00 19.20 19.40
0 Ml m/z 43.10 91.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256
18.80 19.00 19.20 19.40
21 m/z 73.00 86.53%
m/z--> "56"26"36 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
18.80 19.00 19.20 19.40
5000 129 m/z 57.05 70.16%
29 87
115 | 143 199 242
101 185
s 157171 213557
memmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
78 18.80 19.00 19.20 19.40
m/z 54.95 64.16%
129
5000
43 5
87
1011 | 143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033268.D

Aca On : 20 Mar 2018 15:26

Operator : SJ/JU

Sample : J1982-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 3-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.11 2.26 ng 105152 Chrysene-di12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (BE)- 280 C20H40 074685-33-9 93
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 90
3 Cvclopentadecane 210 C15H30 000295-48-7 89
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 87
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 83

Abundance Scan 3204 (22.113 min): BG033268.D (-3198) (-) m/z 55.00 100.00%

55 83
5000

207

Llu1 oa9 8L 500 3 A15 21.80 22.00 22.20 22.40
— m/z 57.05 99.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83
5000
29 11 21.80 22.00 22.20 22.40
m/z 83.00 97 .89%
ol d 1 “ M‘ ‘ \‘13?9 167 196 224 252 280
T e a m
m/z--> 50 OO 250 300 350 400
Abundance
57
83
21.80 22.00 22.20 22.40
5000 111 m/z 43.00 84 _.01%
29
o 140 182 210 255 306
e A S L B i B e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane Ll B B o S e
55 21.80 22.00 22.20 22.40
83 m/z 69.00 80.72%
5000
29 111
LAY o w20
o by
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40

8270-BG031918.M Wed Mar 21 14:40:02 2018

Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032018\
Data File : BG033268.D

Acq On : 20 Mar 2018 15:26

Operator : SJ/JU

Sample - J1982-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.59 4.9 ng 65901 1 8.89 266865 20.0
2-Pentanone, 4-hy... 5.80 5.6 ng 75208 1 8.89 266865 20.0
unknown8 .41 8.41 122.9 ng 1639870 1 8.89 266865 20.0
n-Hexadecanoic acid 19.04 3.9 ng 160346 4 18.24 829033 20.0
3-Eicosene, (E)- 22.11 2.3 ng 105152 5 22.60 931595 20.0
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