LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF092415_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 height area % max. total
1 2.217 6 7 31 rvB2 68141 247123 6.20% 0.854%
2 5.143 260 263 265 rvB 342549 438589 11.00% 1.517%
3 5.543 295 298 300 rBV 1609027 1397060 35.03% 4.831%
4 6.560 385 387 390 rBY 661158 771930 19.36% 2.669%
5 6.720 398 401 403 rBV 2644741 2964010 74.33% 10.249%
6 6.880 412 415 416 rBvV 85975 97486 2.44% 0.337%
7 6.949 419 421 424 rBVY 895855 815753 20.46% 2.821%
8 7.109 432 435 437 rBV 3272908 2787160 69.89% 9.637%
9 7.520 468 471 473 rVB 2512058 2464115 61.79% 8.520%
10 8.240 531 534 536 rBV 1209651 1050444 26.34% 3.632%
11 8.458 551 553 554 rBvY 47965 82859 2.08% 0.287%
12 8.480 554 555 557 rvv 103278 80495 2.02% 0.278%
13 8.560 561 562 568 rvv2 31008 48711 1.22% 0.168%

14 8.743 573 578 584 rvv2 89684 255884 6.42% 0.885%
15 8.835 584 586 590 rvv2 332315 599726 15.04% 2.074%

16 8.949 594 596 598 rVvB 251569 212270 5.32% 0.734%
17 9.315 625 628 630 rBV 4516479 3987883 100.00% 13.789%
18 9.406 635 636 641 rVB 96364 84525 2.12% 0.292%
19 9.703 660 662 664 rBvV 268492 214394 5.38% 0.741%
20 9.989 685 687 690 rBvV2 1056569 1086398 27.24% 3.756%

21 10.412 723 724 726 rVB 63491 58151 1.46% 0.201%
22 10.629 741 743 747 rBV3 30346 72757 1.82% 0.252%
23 10.778 753 756 759 rBv2 2108211 2445008 61.31% 8.454%
24 10.881 763 765 770 rVvB2 56364 108712 2.73% 0.376%
25 11.338 803 805 806 rBvV 62606 58876 1.48% 0.204%

26 11.475 815 817 820 rBV 1133703 1028480 25.79% 3.556%
27 12.001 860 863 865 rBvV 117906 158156 3.97% 0.547%

28 12.778 929 931 935 rBV 44506 80008 2.01% 0.277%
29 13.064 953 956 959 rBV 3521959 3224697 80.86% 11.150%
30 13.624 1003 1005 1010 rVB 45220 62938 1.58% 0.218%
31 13.955 1031 1034 1036 rBV 56671 85111 2.13% 0.294%

32 14.115 1045 1048 1050 rBV 1031230 961979 24.12% 3.326%
33 15.578 1173 1176 1179 rBV 592296 889064 22.29% 3.074%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 28920752
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acqg On : 25 Sep 2015 9:40

Operator : UM/1Z

Sample : G3704-04

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF092415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081797.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/I1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.22 6.06 ng 247123 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Glycine 75 C2H5N02 000056-40-6 7
3 Formamide, N-methylthio 75 C2H5NS 018952-41-5 5
4 Ethanethioamide 75 C2H5NS 000062-55-5 5
5 Silanol, trimethyl- 90 C3H100Si 001066-40-6 4

Abundance Scan 7 (2.217 min): BF081797.D (-6) (-) m/z 75.05 100.00%
75
5000 45
3| 57 220 2.30 2.40 2.50 2.60
o 1 m/z 73.10 69.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4666: Propane, 1,1-dimethoxy-
75
5000 IR AR LR RARRS
2.20 2.30 2.40 2.50 2.60
m/z 45.05 48 _49%
o | 25\\ H\ > 69| 88 103
'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 60 70 80 90 100 110
Abundance
30
220 2.30 2.40 2.50 2.60
5000 m/z 41.10 38.45%
75
45 57 69
S U SR I SIS UL I UL SULIL LS WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #866: Formamide, N-methylthio
75 2.20 2.30 2.40 2.50 2.60
m/z 47.05 20.94%
5000 30
45
0
0"'P"'P"'I”'??'L“I'”'q'”'l'h“I"”I"”I"”I' RN U I R UURAS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/I1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.14 10.75 ng 438589 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 9
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 263 (5.143 min): BF081797.D (-260) (-) m/z 43.10 100.00%
]
59
5000
o W0 580 550 S0
o...,....,....,...3?','.-...,??~.'.,...‘?9,....,??..,...:,|....,. m/z 59.10 61.80%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L L RS I
59 480 500 520 540
m/z 101.10 20.38%
o 25 3! 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43 59
480 500 520 540
5000 m/z 58.10 17.63%
28
S S U S SR I UL IULILL UL WAL
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #208: Acetone  Rmaa e  EEEE R
43 4.80 5.00 5.20 5.40
m/z 41.05 8.29%
5000
58
15 27 o
0"W'M'w"N“w'“”m"'l“"|'“'|'“'|"“|"“|"'w'
m/z--> 10 20 30 40 50 60 70 8 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/I1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.72 Concentration Rank 1

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

6.72 72.67 ng 2964010 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 401 (6.720 min): BF081797.D (-398) (-) m/z 132.10 100.00%
132
5000 68
40 [ 75 6 640 6.60 6.80 7.00
54 104 - - - -
Obrr ey i Ol 87 Lt us Ml w7z 68.10  35.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DA AR SRR
6.40 6.60 6.80 7.00
78 m/z 134.10 33.81%
31 35 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 24 .05%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole L m ma e
132 6.40 6.60 6.80 7.00
m/z 69.10 14 .42%
5000
104
oL 14 27 37 4451 58 % T g9 97 | 115 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/I1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-t-Butyl-5-methyl[1,3]diox... Concentration Rank 9

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

6.88 2.39 ng 97486 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-t-Butyl-5-methyl[1,3]dioxolan-... 158 C8H1403 130930-47-1 72
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 64
3 Di-sec-butyl ether 130 C8H180 006863-58-7 59
4 Fructofuranose, 2,6-anhydro-1,3,... 204 C9H1605 004451-11-0 42
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 35

Abundance Scan 415 (6.880 min): BF081797.D (-412) (-) m/z 73.10 100.00%
57 8B
101
5000
36, | 83 114 6.60 6.80 7.00 7.20
] S m/z 57.10 96.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28619: 2-t-Butyl-5-methyl[1,3]dioxolan-4-one
57 73
45
101
5000
6.60 6.80 7.00 7.20
m/z 45.10 94 .98%

o

85
65 ‘ 93 114120 140 157
”“.”“.”“.”“.”“.”,””,””,””,””,””,””,”.w”.w”.w””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
45 57

6.60 6.80 7.00 7.20

5000 m/z 101.10 81.41%
29 101
0 73 83 115 130
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 /\
Abundance #13209: Di-sec-butyl ether S| Y, W § IO\ | B
45 6.60 6.80 7.00 7.20
57 m/z 43.05 41.77%
5000
‘ 101
83
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 660 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/I1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Propanol, 1-[2-(2-methoxy... Concentration Rank 6

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

8.74 4.87 ng 255884 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 72
2 Dipropylene glycol monomethyl ether 148 C7H1603 034590-94-8 59
3 Tri(1,2-propyleneglycol), monome... 206 C10H2204 1000262-26-6 56
4 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 47
5 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 45

Abundance Scan 578 (8.743 min): BF081797.D (-573) (-) m/z 59.10 100.00%
59
5000 45 7
86 103 117
142 161 8.40 8.60 8.80 9.00
I .',|'|: Ll 2O aor R0 10 36,260
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59736: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
5000 73 ISR SRR SRR LR
8.40 8.60 8.80 9.00
a1 45 103 17 61 m/z 45.10 32 .54%
0 15 \‘ \‘ uly 87 ‘ 131143 | 175
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
8.40 8.60 8.80 9.00
5000 45 m/z 41.10 22 .95%
73
21 103
0 15 89 117 130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59732: Tri(1,2-propyleneglycol), monomethy! ether R R EARREEEERE SRS
59 8.40 8.60 8.80 9.00
m/z 43.10 21.43%
5000
45 73
‘ 103
0 3 | 87 130 147 161 175 191 207
m/z--> 20 40 60 80 100 120 140 160 180 200 840 8.60 880 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/I1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown8.33 Concentration Rank 3

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

8.83 11.42 ng 599726 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Di-sec-butyl ether 130 C8H180 006863-58-7 43
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 35
3 Butane, 1,1"-[oxybis(2,l-ethaned... 218 C12H2603 000112-73-2 32
4 Butane, 1,1"-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 27
5 (tert-Butoxymethyl)oxirane 130 C7H1402 007665-72-7 27

Abundance Scan 586 (8.835 min): BF081797.D (-584) (-) m/z 73.05 100.00%
7 78
45 115
5000
101
159 8.40 8.60 8.80 9.00 9.20
83 131
o R Y PO Y P P o . N N B oy 22— 5 ' R = B 01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13208: Di-sec-butyl ether
45 57
5000 29
101 8.40 8.60 8.80 9.00 9.20
m/z 45.05 63.46%
0 ‘ 78 8 115 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
45 57
8.40 8.60 8.80 9.00 9.20
5000 m/z 115.10 60.01%
29 101
o 73 83 115 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #67974: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- S EEIYVI S| RENR
57 8.40 8.60 8.80 9.00 9.20
m/z 41.10 37.27%
5000
45 75 gg
29 ‘ 101
0 15 H‘ L “ \‘ 67\“ ‘\ 117 131 144
m/z--> 10 20 30 40 50 60 70 80 90 1(')0 110 150 13'0 140 150 160 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/I1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 7

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

8.95 4.04 ng 212270 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol, 1-[2-(2-methoxy-1-me... 206 C10H2204 020324-33-8 72
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
3 2,4-Diethyl-6-methyl-1,3,5-trioxane 160 C8H1603 117888-04-7 53
4 2,5,8,11-Tetraoxatetradecan-13-0... 264 C13H2805 020324-34-9 53
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 45

Abundance Scan 596 (8.949 min): BF081797.D (-594) (-) m/z 59.10 100.00%
59
73
5000
43
8.60 8.80 9.00 9.20
01 m/z 73.10 60 .49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #59735: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
5000
45 73 8.60 8.80 9.00 9.20
117 m/z 57.10 37 .48%
15 | ‘ g ! 161
0'W””P”W””JLW“MP”Wh”P”W““'LW””'”'”“yﬁﬁ””P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
8.60 8.80 9.00 9.20
5000 m/z 101.10 29.62%
81 45 103
oL 15 75 89 115 134
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29741: 2,4-Diethyl-6-methyl-1,3,5-trioxane
59 8.60 8.80 9.00 9.20
m/z 43.10 26 .48%
5000
45
103
ol 15 H ‘w L‘ 74 87 ‘\ 115 131 145 159
m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 150 130 140 150 160 8.60 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/I1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2(3H)-Benzothiazolone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.88 2.11 ng 108712 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 90
2 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 47
3 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 38
4 1H-Imidazo[4,5-b]pyridine-2-thiol 151 C6H5N3S 029448-81-5 38
5 1H-Isoindole-1,3(2H)-dione, 3a,4... 151 C8HINO2 001469-48-3 38

Abundance Scan 765 (10.881 min): BF081797.D (-763) (-) m/z 151.00 100.00%
151
5000 57 % 123 ﬂA\h
43
71 ,,,,,,A,,,w,,” SN
85
106 139 176 191 206 10.60 10.80 11.00 11.20
o A8 SR m/z 96.00  53.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23618: 2(3H)-Benzothiazolone
151
96
123
5000 LA LR SUARE UL UL
10,60 10.80 11.00 11.20
i 69 m/z 57.10 48 _46%
ok .:.I"}l |2l8| "HI .‘.”l?ﬁg“. .h. l‘l — .“.“,1.0.6. : |‘l‘- e I A A ma s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151
110,60 10.80 11.00 11.20
5000 m/z 123.00 47 _.67%
96
45 70 122
o 58 82 106 135
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #23621: 1,2-Benzisothiazol-3(2H)-one B B B E At B
151 10.60 10.80 11.00 11.20
m/z 43.10 32 .56%
- w
96
50 69 g 108 123
oA e A e e W S
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/I1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 10 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.00 3.08 ng 158156 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 863 (12.001 min): BF081797.D (-860) (-) m/z 73.05 100.00%
213
157171185 Trri TT T T UL TTTT T
143 199 | 227 256 11.60 11.80 12.00 12.20 12.40
0 m/z 60.10 99.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 AR DU BN BN Bk
nmnmnmnmnm
m/z 43.10 89.98%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
11/60 11.80 12.00 12.20 12.40
5000 29 129 m/z 57.10 83.63%
87 115 185
. 101 143 157 171 199 228
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid A ERmEa mEa S
60 78 11.60 11.80 12.00 12.20 12.40
m/z 55.10 80.35%
43
5000
129
29 ‘ 115 171185 214
ok 15“""""\””'”‘ H‘ T::fhluuuuluuuul:l:su?||||||||1|98|||| e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20 12. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081797.D

Acq On = 25 Sep 2015 9:40

Operator : UM/1Z

Sample : G3704-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.22 6.1 ng 247123 1 6.95 815753 20.0
2-Pentanone, 4-hy... 5.14 10.8 ng 438589 1 6.95 815753 20.0
unknown6 .72 6.72 72.7 ng 2964010 1 6.95 815753 20.0
2-t-Butyl-5-methy. .. 6.88 2.4 ng 97486 1 6.95 815753 20.0
2-Propanol, 1-[2-... 8.74 4.9 ng 255884 2 8.24 1050440 20.0
unknown8.33 8.83 11.4 ng 599726 2 8.24 1050440 20.0
1-Propanol, 2-(2-... 8.95 4.0 ng 212270 2 8.24 1050440 20.0
2(3H)-Benzothiazo... 10.88 2.1 ng 108712 4 11.48 1028480 20.0
n-Hexadecanoic acid 12.00 3.1 ng 158156 4 11.48 1028480 20.0
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