LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098205.D

Aca On : 31 Aug 2017 20:12

Operator : SJ/JU

Sample : 14963-10

Misc :

ALS Vial : 8 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 F\METHODS\8270-BF081517.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 4.904 475 479 489 rBV 72585 94706 2.58% 0.374%
2 5.322 541 550 553 rBY 1786915 1673049 45.63% 6.607%
3 6.351 721 725 733 rBVY 1288819 1115102 30.41% 4.404%
4 6.486 743 748 751 rBVY 2909646 2731513 74.49% 10.787%
5 6.716 783 787 791 rBV 906306 713200 19.45% 2.817%
6 6.875 809 814 817 rBVY 2770774 2496045 68.07% 9.857%
7 7.286 878 884 887 rBY 2171760 2196604 59.90% 8.675%
8 7.998 1001 1005 1009 rBVY 1085626 957897 26.12% 3.783%
9 8.280 1048 1053 1058 rBV 736643 720350 19.64% 2.845%
10 9.080 1183 1189 1192 rBVY 3740114 3666882 100.00% 14.481%
11 9.192 1203 1208 1213 rVB5 26986 49023 1.34% 0.194%
12 9.751 1299 1303 1307 rBVvV2 1161258 1018433 27.77% 4.022%
13 10.380 1407 1410 1414 rVB 46545 44765 1.22% 0.177%

14 10.539 1432 1437 1441 rBV 1844209 1994385 54.39% 7.876%
15 10.657 1452 1457 1466 rVB 238436 272137 7.42% 1.075%

16 11.233 1551 1555 1558 rBV 1133457 937619 25.57% 3.703%
17 11.774 1644 1647 1650 rBV 170625 155064 4.23% 0.612%
18 11.957 1675 1678 1685 rBV 179946 193834 5.29% 0.765%
19 12.563 1778 1781 1785 rBV 251481 247304 6.74% 0.977%
20 12.821 1821 1825 1829 rBV 2537833 2748585 74.96% 10.855%

21 13.868 2000 2003 2007 rVB 717629 631165 17.21% 2.493%
22 15.286 2240 2244 2254 rVB 492460 664018 18.11% 2.622%

Sum of corrected areas: 25321680
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF083117\

BF098205.D

31 Aug 2017 20:12

SJ/Ju

14963-10

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098205.D

Aca On : 31 Aug 2017 20:12

Operator : SJ/JU

Sample : 14963-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.90 2.66 ng 94706 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 478 (4.898 min): BF098205.D (-475) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 4.60 4.80 5.00 5.20
N = o L N m/z 59.00 57 .03%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L I
59.0 460 480 500 5.20
m/z 101.00 19.97%
e 830 e3pO
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
410 460 480 500 520
5000 m/z 58.00 15.74%
86.0
51.0 69.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3152: 5-Hexen-2-one L i a
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.06%
5000
55.0
150 27.0
1, i | 630710 830 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098205.D

Aca On : 31 Aug 2017 20:12

Operator : SJ/JU

Sample : 14963-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.49 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.49 76 .60 ng 2731510 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
Abundance Scan 749 (6.492 min): BF098205.D (-743) (-) m/z 132.00 100.00%
13%.0
5000 68.1

01 540 %0 oo | T o R
SRR N X N S — m/z 68.10 39.76%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0

104.0
5000 T
6.20 6.40 6.60 6.80

m/z 134.00 33.35%

31.0 510

I
m/z--> 20 40 60 80 100 120 140 160 180

Abundance
57.0 132.0
—
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.00 24.42%
158.0 189.0
A o A o A A e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- — e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.62%
117.0
5000
39.0 91.0
e T
wh..u..W.VW..N,.H.,M..l\.P‘.,.”.,....,.... e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098205.D

Aca On : 31 Aug 2017 20:12

Operator : SJ/JU

Sample : 14963-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Benzothiazole Concentration Rank 3

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

8.28 15.04 ng 720350 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 83
3 3-Allvlbenzothiazolium bromide 255 CI10H10BrNS 016407-55-9 78
4 2-Fluoro-4-cvanotoluene 135 C8HG6FN 170572-49-3 72
5 Adenine 135 C5H5N5 000073-24-5 64

Abundance Scan 1053 (8.280 min): BF098205.D (-1048) (-) m/z 135.00 100.00%
135.0
5000 108.0
69.0 RS LARRE e
450 91.0 8.00 8.20 8.40 8.60
e m/z 108.00 38.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15454:; Benzothiazole
135.0
5000 IBEE REEAE SRR RN
108.0 8.00 8.20 8.40 8.60
69.0 m/z 68.95 21.06%
45.0 91.0
||||2|7|.0||M||‘|‘|‘|‘|“|||||‘||‘|||||||||||l‘||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135.0
800 820 840 8.60
5000 m/z 82.00 11.84%
69.0 108.0
45.0 ' 910
miz-> 20 40 60 80 100 120 140 160 180
Abundance #106063: 3-Allylbenzothiazolium bromide
135.0 8.00 820 8.40 8.60
m/z 63.00 9.73%
5000 41.0
108.0
69.0
270 || 550, %0 ||, 1490 1760
m/z--> 25 Jo eb 86 160 150 150 1éo 1éo &bo &50 &Zo &%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098205.D

Aca On : 31 Aug 2017 20:12

Operator : SJ/JU

Sample : 14963-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2(3H)-Benzothiazolone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.66 5.80 ng 272137 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 43
3 5-Ethoxvcarbonvlpvridine-2-carbo... 195 C9H9NO4 017880-34-1 37
4 2.4-Dioxabicvclol4.4.01decan-5-0... 212 C12H2003 124899-16-7 37
5 4-Methoxyformanilide 151 C8H9NO2 005470-34-8 35
Abundance Scan 1458 (10.663 min): BF098205.D (-1452) (-) m/z 151.00 100.00%
151.0
96.0
5000
. 040 10160 1080 1160
m/z 96.00 66.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24724: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000 N RN BN I LR
10,40 10.60 10.80 11.00
5o 690 m/z 123.00 53.45%
.:!'2.'.0|?El;.?.‘”| .‘..‘H . I”' .M. P I\I\I N I‘l —— l‘. MM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151.0
123.0
67.0 10.40 10.60 10.80 11.00
5000 m/z 69.00 15.79%
42.0 83.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #57547: 5-Ethoxycarbonylpyridine-2-carboxylic acid e  RRRaE Bam s
151.0 10.40 10.60 10.80 11.00
m/z 70.00 9.57%
5000 123.0
51.0 8.0
29.0 106.0
S Y D e 8 SN Y
m/z--> 20 40 80 100 120 140 160 180 200 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098205.D

Aca On : 31 Aug 2017 20:12

Operator : SJ/JU

Sample : 14963-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 7
R.T. EstConc Area Relative to ISTD R.T.

11.77 3.31 ng 155064 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 25
Abundance Scan 1646 (11.768 min): BF098205.D (-1644) (-) m/z 73.00 100.00%

a0 9°
5000
970 129.1
' 1571 1851 2132 256.2 11.40 1160 11.80 12.00

m/z 60.00 81.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

D
o
o

5000 129.0 ST
11,40 11.60 11.80 12.00

83.0 256.0 m/z 43.05 79.06%
il

157.0 1850 213.0

4
il ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
R R B AR,
43.0 11.40 11.60 11.80 12.00
5000 m/z 57.05 67.79%
129.0
710 2140
98.0
18.0 149.0
B o B B R e RABARARESEEEAE LEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e e e
43.0 |, 73.0 11.40 11.60 11.80 12.00
m/z 41.05 67.07%
- e F)‘W“\AM
150 e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098205.D

Aca On : 31 Aug 2017 20:12

Operator : SJ/JU

Sample : 14963-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Mercaptobenzothiazole Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.96 4.13 ng 193834 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 97
2 Benzothiazole. 2-(2-hvdroxvethvl... 211 C9HONOS2 004665-63-8 64
3 Thioauanine 167 C5H5N5S 000154-42-7 53
4 Benzaldehvde. 2-hvdroxv-5-nitro- 167 C7H5N0O4 000097-51-8 50
5 6H-Purine-6-thione, 9-amino-1,9-... 167 C5H5N5S 020914-56-1 47

Abundance Scan 1679 (11.963 min): BF098205.D (-1675) (-) m/z 167.00 100.00%

167.0

5000

j%

69.0 91.0109.0 20 11en 1500 1900
450 135.0 1851 2161 2441 11.60 11.80 12.00 12.20
T m/z 109.00 15.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36046: 2-Mercaptobenzothiazole
167.0
5000 LA AR ARSI

1160 11.80 12.00 12.20
m/z 108.00 14.76%

69.0 9101090 04

210 150 ik kel
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
167.0
R e e
11.60 11.80 12.00 12.20
5000 m/z 69.00 12 .30%
45.0 108.0 211.0
s T il by \“MW
[ T T T T T T T T e T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35982: Thioguanine R AR EEEEE T
167.0 11.60 11.80 12.00 12.20
m/z 91.00 11.48%
e W
134.0
43.0
‘ 68.0 107.0
SN I SPONTAN . PO  AN — N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF083117\
Data File : BF098205.D

Aca On : 31 Aug 2017 20:12

Operator : SJ/JU

Sample : 14963-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 8 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.56 7.84 ng 247304 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

Abundance Scan 1781 (12.563 min): BF098205.D (-1778) (-) m/z 73.00 100.00%

5000

-

R e EEmE
2412 284.3 12.20 12.40 12.60 12.80

m/z 43.10 93.11%

m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 LA L L L L L B
185.0 241.0 12.20 12.40 12.60 12.80
Hﬁ ‘ m/z 60.00 77 .54%
1.
u‘}luH ?‘\ L ‘.‘15‘7.'0.\ ! \2]:?'9\' L \

m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
T T
12.20 12.40 12.60 12.80
5000 129.0 m/z 57.05 73.95%
1990 242.0

101.0 157.0

%

m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester I B o

43.0 12.20 12.40 12.60 12.80

m/z 41.10 61.71%
73.0
129.0
185.0
213.0241.0
“ uu ‘ il O 1 A 311.0 3720

m/z--> 50 O 150 200 250 300 350 12 20 12. 40 12. 60 12. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083117\
Data File : BF098205.D

Acq On : 31 Aug 2017 20:12

Operator : SJ/JU

Sample : 14963-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4.90 2.7 ng 94706 1 6.72 713200 20.0
unknown6 .49 6.49 76.6 ng 2731510 1 6.72 713200 20.0
Benzothiazole 8.28 15.0 ng 720350 2 8.00 957897 20.0
2(3H)-Benzothiazo... 10.66 5.8 ng 272137 4 11.23 937619 20.0
n-Hexadecanoic acid 11.77 3.3 ng 155064 4 11.23 937619 20.0
2-Mercaptobenzoth... 11.96 4.1 ng 193834 4 11.23 937619 20.0
Octadecanoic acid 12.56 7.8 ng 247304 5 13.87 631165 20.0
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