LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102160.D

Aca On : 17 Jan 2018 19:53

Operator : SJ/JU

Sample : J1167-03

Misc :

ALS Vial : 15 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-BF010918.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 4.928 478 483 492 rVB 195442 286500 8.01% 0.941%
2 5.334 547 552 555 rBY 3298186 3401085 95.09% 11.170%
3 6.363 721 727 731 rBVY 3095009 3473007 97.10% 11.406%
4 6.493 744 749 752 rBVY 3679165 3447614 96.39% 11.323%
5 6.722 784 788 791 rVB 1075482 911292 25.48% 2.993%

6.875 810 814 818 rBV 2876992 2687390 75.13% 8.826%
7.287 878 884 887 rBV 2165436 2134973 59.69% 7.012%
8.004 1001 1006 1009 rBV 1346921 1205242 33.70% 3.958%
8.557 1097 1100 1104 rBV 213274 179096 5.01% 0.588%
9.081 1183 1189 1192 rBV 4027674 3576773 100.00% 11.747%

=
QO ~NO®

11 9.475 1252 1256 1259 rBV 465814 375441 10.50% 1.233%
12 9.757 1299 1304 1307 rBV 1282490 1164497 32.56% 3.824%
13 10.469 1421 1425 1428 rBV 706958 562197 15.72% 1.846%
14 10.545 1433 1438 1441 rBV 1921958 1807002 50.52% 5.935%
15 11.233 1551 1555 1558 rBV 1079159 936615 26.19% 3.076%

16 12.822 1820 1825 1828 rBV 2491899 2240692 62.65% 7.359%
17 13.710 1973 1976 1982 rBV 174470 187535 5.24% 0.616%
18 13.869 1998 2003 2006 rBV 779067 765928 21.41% 2.515%
19 14.498 2107 2110 2115 rBV3 46049 78258 2.19% 0.257%
20 15.286 2239 2244 2248 rBV 614617 791188 22.12% 2.598%

21 15.715 2315 2317 2322 rVB2 61626 88610 2.48% 0.291%
22 16.751 2488 2493 2496 rBV3 71735 147638 4._.13% 0.485%

Sum of corrected areas: 30448573
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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

U:\HPCHEMI\BNA F\DATA\BFO011718\

BF102160.D

17 Jan 2018 19:53

SJ/JuU

J1167-03

15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF102160.D

5.33

4.93

6.49

6.36

6.87

6.72

7.29

0
Time-->

T
5.00 5.50

Abundance
4000000

3000000

2000000

8.00

1000000

TIC: BF102160.D

10.55

9.76
11.23

104
9.47

12.82

0

Time--> 8.00

11.50

10.50 11.00

I
9.50 10.00

12.00

12.50

13.50

13.00

Abundance
4000000

3000000

2000000

1000000

71

13.87

TIC: BF102160.D

15.29

16.75

14.50 15.72

0
Time-->

14.00

17.50

17.00

16.50

16.00

15.50

15.00

14.50

18.00

18.50

19.00

8270-BF010918.
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102160.D

Aca On : 17 Jan 2018 19:53

Operator : SJ/JU

Sample : J1167-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

4.93 6.29 ng 286500 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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 483 (4.928 min): BF102160.D (-478) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 IBESAERDERRERE NARRE AR
| 83.0 | 460 4.80 5.00 5.20
"W”'W””I””W'”PJ'V”W'”W“'W””I””P'”P”'P”W'”W m/z 59.10 58.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL I L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 20.10%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 5.00 520
5000 41.0 m/z 58.00 14 .35%
29.0
87.0
15.0 71.0 98.0
mﬁwﬁmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester O EAmEE e
54.0 460 4.80 5.00 5.20
m/z 41.00 8.26%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102160.D

Aca On : 17 Jan 2018 19:53

Operator : SJ/JU

Sample : J1167-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 75.66 ng 3447610 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 749 (6.493 min): BF102160.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RSN R R R
400 540 ‘ 6.20 6.40 6.60 6.80
S T e X B 1B N m/z 68.10 38.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " PRI
M0 530 . m/z 134.00  33.45%
‘ ‘ 79.0 :
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.00 24 .67%
104.0
140 270 39.0 510 00770 o9, 115.0
wwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R e L
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.37%
5000
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"“l:”llﬁgﬂ"il'”hl”"P"W T ISR AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102160.D

Aca On : 17 Jan 2018 19:53

Operator : SJ/JU

Sample : J1167-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Hydroxy-iso-butyrophenone Concentration Rank 7

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

8.56 2.97 ng 179096 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 2-Furanmethanol. tetrahvdro-.alp... 238 C15H2602 026184-88-3 28
4 Guanidine 59 CH5N3 000113-00-8 9
5 Propionic acid, 2-isopropoxy-, m... 146 C7H1403 1000151-15-1 9

Abundance Scan 1100 (8.557 min): BF102160.D (-1097) (-) m/z 59.00 100.00%
59.0
5000
77.0 105.0 S | S
41,0 8.20 8.40 8.60 8.80
..”fli.,”.J“..W.L”,.”.HﬁQ%“.....”29?9 B m/z 105.00 26.66%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 SRR U AN
8.20 8.40 8.60 8.80
310 77.0  105.0 m/z 77.00 24 _.89%
20 80
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59.0
820 840 860 880
5000 m/z 51.00 15.95%
105.0
77.0
149.0 1800
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92415: 2-Furanmethanol, tetrahydro-.alpha.,.alpha.,5-trim... R T
59.0 8.20 8.40 8.60 8.80
410 m/z 106.00 14.29%
5000
81.0
LT |
125.0 161.0
HWHHHHHV@..Z@%$9 I R
miz--> 20 40 60 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102160.D

Aca On : 17 Jan 2018 19:53

Operator : SJ/JU

Sample : J1167-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.47 9.66 ng 562197 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 S-Benzovl(thiohvdroxvlamine) 153 C7H7NOS 025740-80-1 47
4 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 47
5 5-[N-Benzoylaminomethyl]tetrazole 203 C9HIN50 1000227-36-3 47
Abundance Scan 1425 (10.469 min): BF102160.D (-1421) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
51.0 I | GO
1521 10.20 10.40 10.60 10.80
o 910 1260 m/z 76.95 59.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
77.0 182.0
5000 HSRUAALSR SRR BN SUNE
10.20 10.40 10.60 10.80
51.0 m/z 182.10 45.88%
21.0 \ A 1260 1520 1
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 10,20 10.40 10.60 10.80
5000 m/z 51.00 24 .12%
51.0
140 370 91.0 1250  154.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26429: S-Benzoyl(thiohydroxylamine) R e R wE
105.0 10.20 10.40 10.60 10.80
m/z 50.00 7.35%
77.0
5000
51.0
27.0 | ‘ 1210 153.0
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102160.D

Aca On : 17 Jan 2018 19:53

Operator : SJ/JU

Sample : J1167-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.71 4.90 ng 187535 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1976 (13.710 min): BF102160.D (-1973) (-) m/z 43.05 100.00%
5000 Mw?dhvwwk,AdwAwummﬁmnﬂxw~wA
13.40 13.60 13.80 14.00
—— m/z 57.05 96.57%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
550 83.0
5000 111.0 IR DU B
13.40 13.60 13.80 14.00
m/z 55.00 95.73%
270 ) 1| | M\JL‘P33046?°196022402520280030&0
m/z--> §o 160 1éo 260 250 300 3%0
Abundance
57.0 (97.0
13.40 13.60 13.80 14.00
5000 m/z 83.05 91.76%
125.0
29.0
153.0181.0210.0238.0266.0  308.0336.0
m/z--> §o 160 1éo 260 2%0 360 3%0
Abundance #155046: 1-Heneicosanol e
55,0 83.0 13.40 13.60 13.80 14.00
m/z 69.05 78.93%
5000 111.0 MVNVJV\AVM$rhj(uwmﬂwwwwvmﬂﬂm
2701 || d | | 139916701060 233.0266.0204.0
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&1;0 13.'40 13.I60 13.|80 14.'00 !
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102160.D

Aca On : 17 Jan 2018 19:53

Operator : SJ/JU

Sample : J1167-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl14.50 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.04 ng 78258 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 38
2 Phthalic acid. 3.3-dimethvlbut-2... 362 C22H3404 1000357-00-7 25
3 Phthalic acid. 6-ethvloct-3-vl 2... 418 C26H4204 1000315-53-8 22
4 (3-Aminopropvdipropvlborane 155 C9H22BN 060993-56-8 22
5 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 22
Abundance Scan 2110 (14.498 min): BF102160.D (-2107) (-) m/z 149.00 100.00%
70.1 149.0
5000 112.1 261.2

3111 356.1 429.2 14.20 14.40 14.60 14.80
m/z 70.10 99.13%

m/z--> 50 100 150 200 250 300 350 400
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0
149.0 261.0
5000 LI N I N N B

14.20 14.40 14.60 14.80
m/z 57.00 60.81%

‘L . 1189.0221.0 | | 3040 3610

bl ] |

=l bt T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
R R R
14.20 14.40 14.60 14.80
5000 m/z 261.20 43 .80%
43.0 g50
261.0 347.0
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #218730: Phthalic acid, 6-ethyloct-3-yl 2-ethylhexyl ester
149.0 14.20 14.40 14.60 14.80
m/z 112.05 41 .26%
5000
57.0 113.0 279.0
S DS I U N
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102160.D

Aca On : 17 Jan 2018 19:53

Operator : SJ/JU

Sample : J1167-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.24 ng 88610 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 59
2 Hexacosane 366 C26H54 000630-01-3 53
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 53
4 Heptacosane 380 C27H56 000593-49-7 50
5 Heneicosane 296 C21H44 000629-94-7 50
Abundance Scan 2318 (15.721 min): BF102160.D (-2315) (-) m/z 57.00 100.00%
57.0
5000 85.1
113.1 15.40 15.60 15.80 16.00
141.1168.1 207.1 241.2 273.2 )
— L, b [ ApiteeL 2071 24122732 S0 o 05 72,310
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
85.0
5000 LR B BRI BN BN
mmmmmmmm
113.0 m/z 43.00 49.21%
30.0, h‘m i w }410}690197022502530281030903380
m/z--> 55 100 150 260 250 360 350
Abundance
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.10 46 .37%
29.0 113.0141 366.0
-0169.0197.0225.0253.0281.0309.0337.0
m/z--> 55 160 150 200 250 300 3%0
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester e AREEEEEaSEE
43.0 15.40 15.60 15.80 16.00
m/z 55.05 25.70%
71.0
5000

. ‘ “ \‘12}7 0155 0182, 02100

m/z--> 50 100 150 200 250 300 350 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102160.D

Aca On : 17 Jan 2018 19:53

Operator : SJ/JU

Sample : J1167-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 9 unknownl6.75 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.75 3.73 ng 147638 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 mvo-1.2.3.4.5.6-Hexamethoxvcarbo... 432 C18H24012 1000147-86-4 27
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 25
3 4-l1sothiazolecarboxvlic acid. 3.... 221 C6H7N0O2S3 004886-15-1 22

4 4-Hvdroxv-beta-phenvlcinnamonitrile 221 C15H11NO 016281-90-6 14
5 Pyrido[1l,2-a]benzimidazole-4-car... 221 C14H11N3 016314-95-7 14
Abundance Scan 2493 (16.751 min): BF102160.D (-2488) (-) m/z 221.10 100.00%
57.1 221.1
147.1
5000 3551
9.0 295.1 . 429.1 A e e e
504.0 16.40 16.60 16.80 17.00
m/z 57.10 92.67%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #222578: myo-1,2,3,4,5,6-Hexamethoxycarbonylcyclohexane
221.0 308.0
59.0
5000 401.0 LI L B L L
163.0 16.40 16.60 16.80 17.00
105.0 m/z 147.10 65.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
147.0 221.0
R RN R
73.0 16.40 16.60 16.80 17.00
5000 m/z 43.10 62.70%
279.0
28.0
L o o o o B B ML e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78408: 4-Isothiazolecarboxylic acid, 3,5-bis(methylthio)- T
221.0 16.40 16.60 16.80 17.00
m/z 71.10 54 .93%
5000
45.0 128.0
“ 84.0 L 175.0
S T T S N
m/z--> 50 100 150 200 250 300 350 400 450 500 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
Data File : BF102160.D

Acq On : 17 Jan 2018 19:53

Operator : SJ/JU

Sample : J1167-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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 .93 6.3 ng 286500 1 6.72 911292 20.0
unknown6 .49 6.49 75.7 ng 3447610 1 6.72 911292 20.0
2-Hydroxy-iso-but. .. 8.56 3.0 ng 179096 2 8.00 1205240 20.0
Benzophenone 10.47 9.7 ng 562197 3 9.76 1164500 20.0
Behenic alcohol 13.71 4.9 ng 187535 5 13.87 765928 20.0
unknown14 .50 14.50 2.0 ng 78258 5 13.87 765928 20.0
Tetracosane 15.72 2.2 ng 88610 6 15.29 791188 20.0
unknownl16.75 16.75 3.7 ng 147638 6 15.29 791188 20.0
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