LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096841.D

Aca On 18 Jul 2017 12:07

Operator : SJ/JU

Sample : 14199-12

Misc :

ALS Vial : 7 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-BF071317.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 4.763 468 472 481 rVB 123758 153213 4_47% 0.639%
2 5.204 543 547 554 rBY 1616863 1488013 43.43% 6.206%
3 6.245 720 724 733 rVB 1027028 927258 27 .06% 3.868%
4 6.369 740 745 748 rBVY 2691631 2567535 74.93% 10.709%
5 6.598 780 784 787 rBV 738837 671011 19.58% 2.799%
6 6.757 806 811 814 rBVY 2340517 2312415 67.48% 9.645%
7 7.163 874 880 883 rBVY 2093739 2269513 66.23% 9.466%
8 7.881 998 1002 1005 rBY 1055286 981500 28.64% 4.094%
9 8.157 1044 1049 1052 rBV 957905 844830 24.65% 3.524%
10 8.251 1060 1065 1070 rBvV2 34479 57323 1.67% 0.239%
11 8.963 1177 1186 1189 rVB 3039442 3426616 100.00% 14.292%
12 9.392 1254 1259 1263 rBV7 39783 51745 1.51% 0.216%
13 9.627 1294 1299 1303 rBv2 1257879 1110496 32.41% 4.632%
14 10.251 1402 1405 1408 rBvV 91339 90008 2.63% 0.375%

15 10.416 1428 1433 1436 rBV 1858510 1896258 55.34% 7.909%

16 10.527 1448 1452 1456 rVB 263426 266643 7.78% 1.112%

17 10.827 1500 1503 1506 rVB 60356 56709 1.65% 0.237%
18 11.104 1546 1550 1553 rBV 950701 806728 23.54% 3.365%
19 11.504 1615 1618 1621 rBV3 51990 45081 1.32% 0.188%

20 11.657 1641 1644 1650 rvB2 131732 153537 4.48% 0.640%

21 11.827 1670 1673 1676 rBV 76847 80235 2.34% 0.335%
22 12.439 1774 1777 1784 rBV 206320 209817 6.12% 0.875%
23 12.692 1815 1820 1823 rBV 2318204 2379368 69.44% 9.924%
24 13.727 1993 1996 2000 rVB 671570 601305 17.55% 2.508%
25 15.104 2226 2230 2234 rVB 497187 528324 15.42% 2.204%

Sum of corrected areas: 23975481
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096841.D

Aca On 18 Jul 2017 12:07

Operator : SJ/JU

Sample : 14199-12

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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: BF096841.D
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Abundance TIC: BF096841.D
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Abundance TIC: BF096841.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096841.D

Aca On 18 Jul 2017 12:07

Operator : SJ/JU

Sample : 14199-12

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 6

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

4.76 4_.57 ng 153213 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-0Octanol 130 C8H180 000589-98-0 33
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 471 (4.757 min): BF096841.D (-468) (-) m/z 43.00 100.00%
43.0
5000 59.0
| o M Tk a4 5k
Ol ettt st e e b M/Z 59.00  49.36Y%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 20 ko aho b
0,
150 a0 1010 m/z 58.00 13.84%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500
5000 41.0 m/z 101.10 12.84%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- s e e R o
54.0 440 4.60 4.80 5.00
m/z 41.00 8.24%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096841.D

Aca On 18 Jul 2017 12:07

Operator : SJ/JU

Sample : 14199-12

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.37 Concentration Rank 1

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

6.37 76 .53 ng 2567540 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 745 (6.369 min): BF096841.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 5o || ot 200 650 6o ok ok
O e P e el e | M/Z 68.10  40.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR RARSE RS SRR N
6.00 6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.23%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 25.79%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T {\l L L L L B
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.62%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096841.D

Aca On 18 Jul 2017 12:07

Operator : SJ/JU

Sample : 14199-12

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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.

8.16 17.22 ng 844830 Naphthalene-d8 7.88
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 90
3 Thienol2.3-clpvridine 135 C7H5NS 000272-12-8 80
4 2-Fluoro-4-cvanotoluene 135 C8HG6FN 170572-49-3 64
5 3-Allylbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 64

Abundance Scan 1050 (8.163 min): BF096841.D (-1044) (-) m/z 135.00 100.00%
135.0
5000
108.0 .
o 540 B0 820 780 8.00 8.20 840
Obrrrprrre st e e pr e e el | m/z 108.00  29.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15456: Benzothiazole
135.0
5000 SRR S UL L
108.0 7.80 8.00 8.20 8.40
69.0 m/z 69.00 13.70%
miz--> A s'o e'o 1y 8'0 5 18 e 1 T 1k
Abundance
135.0
780 800 820 840
5000 m/z 136.00 8.38%
69.0 108.0
450 58.0 | 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15461: Thieno[2,3-c]pyridine A
135.0 7.80 8.00 8.20 8.40
m/z 82.00 7.83%
5000
450 630 g 10*‘3-0
0'”l“'WH'w'“*wJ“w'”lm'ﬁ“'ww“w““'v'ﬁv'“l“'WJ”W'“ SRR SRR R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096841.D

Aca On 18 Jul 2017 12:07

Operator : SJ/JU

Sample : 14199-12

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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.
10.53 6.61 ng 266643 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 59
3 t-Butvlhvdroauinone 166 C10H1402 001948-33-0 43
4 6-Methvl-7-ox0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 38
5 2(3H)-Benzoxazolethione 151 C7H5NOS 002382-96-9 35
Abundance Scan 1452 (10.527 min): BF096841.D (-1448) (-) m/z 151.00 100.00%
151.0
96.0
123.0
5000
20 90 10020 1040 1080 1050
37,0 : : : :
o et el 18901851 /796,00 76.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24723: 2(3H)-Benzothiazolone
151.0
5000 96.0 123.0 P TP T T
10,20 10.40 10.60 10.80
m/z 123.00 60 .44%
N2 T N B A NN S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
151.0
10.20 10.40 10.60 10.80
5000 m/z 69.00 15.11%
96.0
50.0 69.0 123.0
G L S S L UL UL WL LA B WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34801: t—Butthydroquinone L L L B L BN NN |
151.0 10.20 10.40 10.60 10.80
m/z 52.00 11.25%
123.0
5000 166.0
0 260 10 570 710 gp0107.0 | L
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 : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096841.D

Aca On 18 Jul 2017 12:07

Operator : SJ/JU

Sample : 14199-12

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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.
11.66 3.81 ng 153537 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1645 (11.663 min): BF096841.D (-1641) (-) m/z 43.05 100.00%
430 | 73.0
5000 129.1 WMN\AJ\W
97.1 N e o SV
| | | H ‘ I 157.1 1851 213'2232,1 256.2 1140 1160 11.80 12.00
0 ,....,”-.-.'-- | m/z 60.00 93.76%

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

SN
ay
o

5000 129.0 G s sdiah
11:40 11.60 11.80 12.00

‘ 83.0 256.0 m/z 73.00 93.04%
il

157.0 1850 213.0

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
R e B
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.05 79.20%
171.0
97.0 214.0
152.0
Obprrtr bl Ll i e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid B A REmma L
43.0 73.0 11.40 11.60 11.80 12.00
m/z 55.00 70.84%
5000
129.0 242.0
Ll T oo,
B RV .- PR Y N S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096841.D

Aca On 18 Jul 2017 12:07

Operator : SJ/JU

Sample : 14199-12

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.44 6.98 ng 209817 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1777 (12.439 min): BF096841.D (-1774) (-) m/z 43.05 100.00%
42
5000
129.1
97.0 e IR i e
Hu 1571 222 9.0 2412 a4z 1220 1240 1260 12.80
(o} ' : m/z 57.05 80.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 HRIRA BALIR BN BN SR
12.20 12.40 12.60 12.80
241.0 284.0 m/z 60.00 79.22%
207.0 '
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
12120 12.40 1260 12.80
5000 256.0 m/z 73.00 77.99%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid S R ERaE mEae s LS
43.0 ,73.0 12.20 12.40 12.60 12.80
m/z 55.10 65.15%
- o M\MJLA.-\WW
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 12%0 1280
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
Data File : BF096841.D

Acq On 18 Jul 2017 12:07

Operator : SJ/JU

Sample : 14199-12

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.76 4.6 ng 153213 1 6.60 671011 20.0
unknown6 .37 6.37 76.5 ng 2567540 1 6.60 671011 20.0
Benzothiazole 8.16 17.2 ng 844830 2 7.88 981500 20.0
2(3H)-Benzothiazo... 10.53 6.6 ng 266643 4 11.10 806728 20.0
n-Hexadecanoic acid 11.66 3.8 ng 153537 4 11.10 806728 20.0
Octadecanoic acid 12.44 7.0 ng 209817 5 13.73 601305 20.0
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