LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H5747-01 DW-BSB-11222016

ALS Vial : 6 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-BF112316.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 1.767 5 7 17 rVB 567946 1139711 11.19% 1.540%
2 1.904 17 19 67 rvB 4345654 10186071 100.00% 13.763%
3 5.059 292 295 297 rBV 565444 699235 6.86% 0.945%
4 5.470 328 331 333 rBvV 2829817 2597190 25.50% 3.509%
5 5.733 351 354 357 rBV 414379 371863 3.65% 0.502%
6 6.316 403 405 407 rVB 116476 103086 1.01% 0.139%
7 6.487 418 420 423 rVB 1367077 1553542 15.25% 2.099%
8 6.636 430 433 436 rBvV 3627183 4450699 43.69% 6.014%
9 6.876 451 454 456 rBV 1479642 1269779 12.47% 1.716%
10 6.945 457 460 463 rBV 5469306 8421513 82.68% 11.379%

11 7.036 465 468 470 rVB 4584690 4516848 44 .34% 6.103%
12 7.436 500 503 505 rBV 3275910 3417824 33.55% 4.618%
13 7.539 508 512 514 rBV 198553 325934 3.20% 0.440%
14 8.156 564 566 569 rBV 1540666 1600414 15.71% 2.162%
15 8.430 588 590 593 rVvB 259330 243135 2.39% 0.329%

16 8.796 618 622 624 rBV 1601926 1985239 19.49% 2.682%
17 8.922 630 633 635 rBvV 214777 299211 2.94% 0.404%
18 9.242 658 661 663 rBY 6489050 6587650 64.67% 8.901%
19 9.916 717 720 722 rVB 2119936 1971191 19.35% 2.663%
20 10.545 772 775 777 rBV 223216 189301 1.86% 0.256%

21 10.705 785 789 791 rBV 3903623 4592669 45.09% 6.205%
22 11.402 847 850 852 rvVB 1485383 1959093 19.23% 2.647%
23 11.928 894 896 898 rBvV 134701 159374 1.56% 0.215%
24 11.962 898 899 902 rVvB 427260 472817 4.64% 0.639%
25 12.099 908 911 917 rBV 139675 253356 2.49% 0.342%

26 12.374 932 935 937 rBV 101065 148895 1.46% 0.201%
27 12.591 950 954 957 rBV 2204952 3899042 38.28% 5.268%
28 12.728 964 966 969 rBV 177471 280209 2.75% 0.379%
29 12.991 986 989 991 rBV 6605724 6724715 66.02% 9.086%
30 14.031 1077 1080 1082 rBV 2085384 1950092 19.14% 2.635%

31 15.471 1202 1206 1209 rBV 1107263 1503890 14.76% 2.032%
32 16.191 1262 1269 1277 rBV3 25897 137216 1.35% 0.185%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 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-BF112316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 74010804
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF112316\

BF091276.D

23 Nov 2016 15:23

UM/SsJ

H5747-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

DW-BSB-11222016

Abundance
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10.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.06 11.01 ng 699235 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 295 (5.059 min): BF091276.D (-292) (-) m/z 43.00 100.00%
43
5000 59
101 USSR LN UL SR
4.80 5.00 5.20 5.40
...,....,....,..??',':...,??'.-I,....,....,??..,....,|....,. m/z 59.00 50.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 18.74%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 57 m/z 101.00 13.43%
29
101
37 50 78
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e T B w )
509 4.80 5.00 5.20 5.40
m/z 41.10 8.12%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 Cyclopentanone, 2-methyl- Concentration Rank 9

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

5.73 5.86 ng 371863 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 80
2 Cyclohexanone 98 C6H100 000108-94-1 70
3 2H-Imidazol-2-one, 1,3-dihydro-4... 98 C4H6N20 001192-34-3 36
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 35
5 2(5H)-Furanone, 5-methyl- 98 C5H602 000591-11-7 32

Abundance Scan 354 (5.733 min): BF091276.D (-351) (-) m/z 55.00 100.00%
55
42
5000
98 A
o 540 560 580 600
83 : . :
..,....,....,...3?|;'..‘.‘9,.-.'!.,‘?3...|!....,~.'...,....,.... m/z 42.10 63.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3171: Cyclopentanone, 2-methyl-
42
55
98 R
5000 69 AU U S A
540 5.60 5.80 6.00
27 83 m/z 98.10 29.87%
Il 37“\ 49 | 63 | il
mz> 10 20 30 40 50 60 70 80 90 100
Abundance
55
42 540 560 580 600
5000 98 m/z 41.10 28.58%
69
27 83
15 37 49 63 77
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #2997: 2H-Imidazol-2-one, 1,3-dihydro-4-methyl-
42 540 5.60 5.80 6.00
m/z 39.10 19.71%
5000 %8
56 69
"I'”'I"”I""JL”'IH“*I'”*h"”lg?"ﬁ"bl”" AU U LS A
m/z--> 10 20 30 40 50 60 70 80 90 100 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

Sample : H5747-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 5 unknown6.64 Concentration Rank 4

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

6.64 70.10 ng 4450700 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
2 1H-Tetrazaborole, 5-chloro-4,5-d... 132 C2H6BCIN4 021960-49-6 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 433 (6.636 min): BF091276.D (-430) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J " 640 6.60 6.80 7.00
e ey W w/z 68.10  51.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57 132
74
5000 og 116 IR RS R R
6.40 6.60 6.80 7.00
m/z 66.00 34 .28%
S| PTI  N rm“ -Mq Al 158, ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
S AR AR AN A
6.40 6.60 6.80 7.00
5000 a6 76 m/z 134.00 32.52%
89
15 ar ot 103
"”|?§'w""|”"|'”'|"'w""w"'|'"|"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole e
132 6.40 6.60 6.80 7.00
m/z 69.10 20.22%
5000
104
14 27 39 50 P77 g9 | 15 ‘
m/z--> 20 40 ' 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 1-Hexanol, 2-ethyl- Concentration Rank 2

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

6.94 132.65 ng 8421510 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 64
3 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 64
4 1-I1sobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50

Abundance Scan 460 (6.945 min): BF091276.D (-457) (-) m/z 57.10 100.00%
7
5000 a1
P e, 6.60 6.80 7.00 7.20
I m/z 41.05 37.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13220: 1-Hexanol, 2-ethyl-
57
5000 "|A"'|""|""|""|
43 6.60 6.80 7.00 7.20
29 ‘ 70 83 m/z 43.10 33.48%
98
..}Ef.‘.“..‘,‘...H‘,..“‘..,‘l...‘,..1}2.,....,....,....,
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
6.60 6.80 7.00 7.20
5000 m/z 55.10 26.71%
70
45 gz 117 129 171
miz--> 20 40 60 80 100 120 140 160
Abundance #18470: Heptane, 2,3,6—trimethy|— LI L L L B BB
57 6.60 6.80 7.00 7.20
m/z 56.05 21.34%
43
5000
71
\2‘9 \‘\ 1l \H 85 9‘8 142
m/z--> 20 40 60 80 100 120 140 160 ' 6.60 6.80 7.00 7.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 Hexanoic acid, 2-ethyl- Concentration Rank 10

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

7.54 4_.07 ng 325934 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 59
3 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 50
4 1,4-Dioxane 88 C4H802 000123-91-1 47
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42

Abundance Scan 512 (7.539 min): BF091276.D (-508) (-) m/z 73.00 100.00%
B g8
5000 41 57
101
|||| ‘ - 136 120 7.20 7.40 7.60 7.80
rrprrrrprerr e e e bt e e m/z 88.05 79.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20008: Hexanoic acid, 2-ethyl-
73 88
41
57 \
5000 29 A UL R IR UL B
101 7.20 7.40 7.60 7.80
‘ 116 m/z 41.10 48.52%
repreregretrre e BBl el A2 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73 88
720 7.40 7.60 7.80
5000 m/z 57.10 48.06%
" 101
29 55
158
wmﬂmﬁmwwwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1943: Hydrazine, l,2—diethy|— T[T T I T[T T T[T Irr[rrrr[1
31 59 88 7.20 7.40 7.60 7.80
m/z 55.10 32.26%
5000 44 3
s
'WW“PJWH“JM'“”L“'““'“|““'HWH“V“W““V“W““V“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112316\
Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

Sample : H5747-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 Benzothiazole Concentration Rank 12

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

8.43 3.04 ng 243135 Naphthalene-d8 8.16
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 3-Allylbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 78
4 Adenine 135 C5H5N5 000073-24-5 64
5 1H-Indole, 5-Ffluoro- 135 C8H6FN 000399-52-0 64

Abundance Scan 590 (8.430 min): BF091276.D (-588) (-) m/z 135.00 100.00%
35
5000 108
69 S A
a5 45 54 82 91 8.00 8.20 8.40 8.60 8.80
e m/z 108.00 38.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14922: Benzothiazole
135
5000 S LS LR IR
108 8.00 8.20 8.40 8.60 8.80
69 82 m/z 69.00 21.87%
45 58 91
...|.2.7.3.q‘“‘“....l‘..‘..|....|...l‘|....|....|.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135
8.00 8.20 8.40 8.60 8.80
5000 m/z 63.00 14 .04%
108
45 54 82 9
mz-> 20 40 60 80 100 120 140 160 180
Abundance #91179: 3-Allylbenzothiazolium bromide A
135 8.00 8.20 8.40 8.60 8.80
m/z 82.00 12.30%
5000 41
108
69
15 27 54 % 2ol | 1200, 176
m/z--> 20 40 60 80 1(')0 120 140 160 180 800 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 Formamide, N,N-dibutyl- Concentration Rank 6

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

8.80 24 .81 ng 1985240 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide, N,N-dibutyl- 157 C9H19NO 000761-65-9 90
2 Diisopropylethylamine 129 C8H19N 007087-68-5 50
3 2-Pentanamine, N-ethyl-4-methyl- 129 C8H19N 042966-64-3 47
4 Dimethyl(2-octyl)amine 157 C10H23N 007378-97-4 43
5 1-Butanamine, N-(1-methylethyl)- 115 C7H17N 039099-23-5 40

Abundance Scan 622 (8.796 min): BF091276.D (-618) (-) m/z 72.10 100.00%
7’
114
5000
i PRI
86 100 128 : : - : :
...,....,....,....',|.'-.:.,..l:'!l,...., b M2 157 /7 114.10  60.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28102: Formamide, N,N-dibutyl-
72
114
5000 RN I RN N
8.40 8.60 8.80 9.00 9.20
30 44 g m/z 44.05 26.21%
15 HH ‘\ \‘ ‘ 86 100 | 1%8 142 157
m/z--> 10 20 30 40 50 60 70 80 90 160 110 120 130 140 150 160
Abundance
72
114 840 860 880 9.00 920
5000 m/z 41.10 21.56%
44
129
15 3 56 86 98
mmmmﬂmmwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12634: 2-Pentanamine, N-ethyl-4-methyl- BEREEREEE S e
72 8.40 8.60 8.80 9.00 9.20
m/z 58.00 19.02%
5000
44
27
B o S L8 e Y 129 4
m/z--> 10 20 3'0 4'0 50 6|0 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 11 Phthalic anhydride Concentration Rank 11

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

8.92 3.74 ng 299211 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 95
2 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 90
3 Phthalamic acid 165 C8H7NO3 000088-97-1 83
4 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 83
5 N-[2-Acetamidoethylthio]phthalimide 264 C12H12N203S 025158-14-9 59

Abundance Scan 633 (8.922 min): BF(()I)91276.D(—63O) ) m/z 104.00 100.00%
104
76
5000
50
® | o || g 18 '8.60 8.80 9.00 920
SRBSEREESSEN E VAL SENEN| 0. A S A m/z 76.00 69.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22148: Phthalic anhydride
104
76
5000 50 148 T
8.60 8.80 9.00 9.20
a8 m/z 50.00 34.71%
16 28 \‘ Al 61 M\ 85 | L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
6 104
8.60 8.80 9.00 9.20
5000 50 m/z 74.00 15.17%
148
39 60 93 122 176
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32684: Phthalamic acid SRS G | BES—— | S—
76 104 8.60 8.80 9.00 9.20
m/z 148.00 13.82%
5000 50
17 148
T H|'2'8"”|' T '?1"'M”| "9?'| - '%ﬁg" T |"l L SN ISR S
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 12 2-Mercaptobenzothiazole Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.10 2.59 ng 253356 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 Phenol, 2,6-dimethyl-4-nitro- 167 C8HONO3 002423-71-4 59
3 5-Fluoro-2-methyl-benzothiazole 167 C8HG6FNS 000399-75-7 50
4 3-Methoxythiobenzamide 167 C8HONOS 064559-06-4 45
5 Thioguanine 167 C5H5N5S 000154-42-7 42
Abundance Scan 911 (12.099 min): BF091276.D (-908) (-) m/z 167.00 100.00%
167
5000
69 91 109 123 135 11.80 12.00 12.20 12.40
45 58 82
S TN UV PR | ST RO R BN | m/z 109.00 12.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34078: 2-Mercaptobenzothiazole
167
5000 AR R "|"'9|"'H
11.80 12.00 12.20 12.40
6 o1 109 1,8 m/z 168.00 9.99%
28 B 2 e |
m/z--> 20 40 60 80 100 120 140 160
Abundance
167
- 11,80 12.00 12,20 12.40
5000 91 m/z 107.90 9.70%
137
39 53 65 121 51
15 27 108
miz--> 20 40 60 80 100 120 140 160
Abundance #34115: 5-Fluoro-2-methyl-benzothiazole e
167 11.80 12.00 12.20 12.40
m/z 169.00 9.17%
5000 126
69 o
15 31 4 57 | Sb 100 114 | 135147 )
m/z--> 20 40 60 80 100 120 140 160 ' 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.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 13 unknownl2.59 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.59 39.80 ng 3899040 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran-2-one, 3-methyl-3-aza... 149 C8H7NO2 1000289-12-2 43
2 1,2-Benzenedicarboxylic acid, mo... 222 C12H1404 000131-70-4 38
3 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 25
4 Phthalic acid, 2-hexyl ester 250 C14H1804 079107-80-5 25
5 1,2-Benzenedicarboxylic acid, mo... 278 C16H2204 004376-20-9 16
Abundance Scan 954 (12.591 min): BF091276.D (-950) (-) m/z 149.00 100.00%
57 149
5000 /L
167 o 12.20 12.40 12,60 12.80 13.00
£l 207 m/z 57.10 87.92%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22508: Benzofuran-2-one, 3-methyl-3-aza-2,3-dihydro-
149

5000 104 L B O B e
12 20 12. 40 12. 60 12. 80 13. 00

m/z 104.00 46.94%

,.27.“‘ .l H“ \H\ ..,....1?9.1.3.4,....,....,....,....,..
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
149

12.20 12.40 12.60 12.80 13.00

5000 m/z 41.05 45_.90%
56
41
167

76 93 105 122 299

L B R mana e

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22499: 2-(2-Carboxyvinyl)pyridine, trans R AEREREES LSS
104 149 12 20 12. 40 12. 60 12. 80 13. 00

m/z 70.10 41 _.50%

5000
51 79
\ i |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12 20 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 14 n-Decanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.73 2.87 ng 280209 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Undecanoic acid 186 C11H2202 000112-37-8 49
5 Tridecanoic acid 214 C13H2602 000638-53-9 47

Abundance Scan 966 (12.728 min): BF091276.D (-964) (-) m/z 43.10 100.00%

5000

199213207 12.40 12.60 12.80 13.00
m/z 57.10 97 .44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37193: n-Decanoic acid
60
41

5000 LB B o L
12. 40 12. 60 12. 80 1300

m/z 73.00 75 _.85%
| \‘\

2
101 143
.”,.JHMH.N‘ vl .”..u.%?z%??“...“...“...,”..,”..,.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43

57 12.40 12.60 12.80 13.00
5000 129 m/z 60.00 74.81%
29 185 228
87 1115
101 143157171 199213
wmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #83686: Pentadecanoic acid T Y T At
43 5 73 12. 40 12. 60 12. 80 13 00

m/z 55.10 67.76%

129
5000 29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF112316\

Data File : BF091276.D

Acq On : 23 Nov 2016 15:23

Operator : UM/SJ

3?22 le H5747-01 DW-BSB-11222016
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112316_.M
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]
2-Pentanone, 4-hy... 5.06 11.0 ng 699235 1 6.88 1269780 20.0
Cyclopentanone, 2... 5.73 5.9 ng 371863 1 6.88 1269780 20.0
unknown6 .64 6.64 70.1 ng 4450700 1 6.88 1269780 20.0
1-Hexanol, 2-ethyl- 6.94 132.7 ng 8421510 1 6.88 1269780 20.0
Hexanoic acid, 2-... 7.54 4.1 ng 325934 2 8.16 1600410 20.0
Benzothiazole 8.43 3.0 ng 243135 2 8.16 1600410 20.0
Formamide, N,N-di... 8.80 24.8 ng 1985240 2 8.16 1600410 20.0
Phthalic anhydride 8.92 3.7 ng 299211 2 8.16 1600410 20.0
2-Mercaptobenzoth... 12.10 2.6 ng 253356 4 11.40 1959090 20.0
unknownl12 .59 12.59 39.8 ng 3899040 4 11.40 1959090 20.0
n-Decanoic acid 12.73 2.9 ng 280209 5 14.03 1950090 20.0
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