LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\

Data File : BF093202.D

Aca On : 27 Feb 2017 12:10 Instrument :
Operator : SJ/MA BNA_F

Sample  : 11973-17 ek
Misc i E2-B1-B2-BASE-7
ALS Vial : 6 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-BF013017.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 4.990 251 254 264 rVB 1208706 1682655 42.23% 4.344%
2 5.424 290 292 295 rBVY 3204997 3353288 84.15% 8.657%
3 6.476 381 384 387 rBVY 3449934 3894943 97.75% 10.055%
4 6.602 392 395 397 rBVY 3194869 3837134 96.30% 9.906%
5 6.830 412 415 417 rBV 785235 953912 23.94% 2.463%
6 6.979 426 428 431 rBV 2312427 2695771 67 .65% 6.959%
7 7.402 462 465 467 rBV 2527971 2610169 65.50% 6.738%
8 8.122 525 528 530 rBVY 1412112 1359827 34.13% 3.510%
9 9.208 620 623 625 rBY 3678193 3984700 100.00% 10.287%
10 9.608 655 658 660 rBV 625623 784870 19.70% 2.026%
11 9.813 674 676 678 rBV 69661 62124 1.56% 0.160%

12 9.882 679 682 684 rvV 1622358 1438738 36.11% 3.714%
13 10.019 692 694 699 rBvV 541336 552714 13.87% 1.427%

14 10.293 715 718 719 rBV 36158 57197 1.44% 0.148%
15 10.316 719 720 721 rVB 96114 66368 1.67% 0.171%
16 10.533 737 739 742 rBV 32971 44742 1.12% 0.116%

17 10.671 749 751 754 rBv2 1503782 2022168 50.75% 5.220%
18 10.785 760 761 766 rVB 127820 150327 3.77% 0.388%
19 11.231 798 800 802 rBV 113906 113328 2.84% 0.293%
20 11.368 810 812 814 rBV 1648355 1513637 37.99% 3.908%

21 11.448 816 819 820 rvB2 25269 45009 1.13% 0.116%
22 11.654 836 837 840 rBV 80807 99672 2.50% 0.257%
23 11.894 857 858 862 rBvV3 30040 41571 1.04% 0.107%
24 11.974 864 865 869 rvB2 32291 55197 1.39% 0.142%
25 12.065 871 873 875 rVB 72496 66355 1.67% 0.171%
26 12.454 905 907 909 rBvV 46952 43815 1.10% 0.113%

27 12.579 916 918 920 rVB 255278 229697 5.76% 0.593%
28 12.808 933 938 940 rBV 215274 277871 6.97% 0.717%
29 12.957 948 951 953 rVB 2454069 3191025 80.08% 8.238%

30 13.128 963 966 968 rBV 25030 57052 1.43% 0.147%
31 13.642 1007 1011 1013 rVB2 27405 42338 1.06% 0.109%
32 13.745 1017 1020 1022 rBVZ2 20584 45946 1.15% 0.119%

33 13.848 1026 1029 1033 rVB3 169526 317870 7.98% 0.821%
34 13.997 1038 1042 1044 rBV 1044297 1387540 34.82% 3.582%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF022717\

Data File : BF093202.D

Aca On - 27 Feb 2017 12:10

Operator : SJ/MA

a?ggle i 11973-17 E2-B1-B2-BASE-7
ALS Vial : 6 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-BF013017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.157 1054 1056 1060 rBV3 28613 62169 1.56% 0.160%
36 14.465 1081 1083 1086 rBv4 31562 59499 1.49% 0.154%
37 14.831 1113 1115 1117 rVB 45989 43763 1.10% 0.113%
38 15.025 1129 1132 1135 rBV 79413 165010 4.14% 0.426%
39 15.082 1135 1137 1139 rVB2 35558 45271 1.14% 0.117%
40 15.311 1155 1157 1160 rVB 47531 58871 1.48% 0.152%
41 15.368 1160 1162 1165 rVB 64277 77643 1.95% 0.200%
42 15.425 1165 1167 1170 rBVY 607957 875071 21.96% 2.259%
43 16.831 1287 1290 1292 rBV 38812 82579 2.07% 0.213%
44 17.254 1324 1327 1332 rBVY 22179 55029 1.38% 0.142%
45 17.357 1333 1336 1342 rVB5 32820 86776 2.18% 0.224%
46 18.317 1416 1420 1425 rBVS 13304 45283 1.14% 0.117%

Sum of corrected areas: 38736534
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093202.D

Aca On : 27 Feb 2017 12:10

Operator : SJ/MA

Sample : 11973-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

E2-B1-B2-BASE-7

Abundance TIC: BF093202.D

3500000 6.48
5.42 6.60

3000000
2500000 6.98
2000000

1500000
4.99

1000000 6.83

500000

7.40

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

e T

7.50

Abundance TIC: BF093202.D
3500000 921

3000000
2500000

2000000
9.88 11.37

1500000 8.12 10.67

1000000

9.61 10902

500000 125815 81

A

12.96

13.13 1311

078 112
o | 0. 195%10.5 L4§1551g3§§?? Z?ﬂ A

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF093202.D
3500000

3000000
2500000
2000000

1500000

14.00
1000000
15.43

500000 .
v Jl14.16 14.47 14.83388818387 16.83 171536 18.32

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

e e e e e, —

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF022717\

Data File : BF093202.D

Aca On - 27 Feb 2017 12:10

Operator : SJ/MA

a?ggle i 11973-17 E2-B1-B2-BASE-7
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 35.28 ng 1682660 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 254 (4.990 min): BF093202.D (-251) (-) m/z 43.10 100.00%
43.1
59.1
5000
oL 460 480 500 520 5.40
il ee0 w1 | 9 10 58060
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 0 4k sho sk 540
0
150 a0 1010 m/z 101.10 17 .25%
\M‘. Ly Il 83'0 Il
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.10 15.69%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
54.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.07%
5000
410 101.0
s P ljseo, ] 0 e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF022717\

BF093202.D

27 Feb 2017 12:10

SJI/MA

11973-17 E2-B1-B2-BASE-7
6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
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 unknown6.60 Concentration Rank 1

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

6.60 80.45 ng 3837130 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 395 (6.602 min): BF093202.D (-392) (-) m/z 132.10 100.00%
13R.1
5000 681
96.1 SRR RARBERAREE SRS
40.1 540 6.20 6.40 6.60 6.80 7.00
-|-|.'.8,19..!,-.' R | m/z 68.10 35.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 I I I UL
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 34 .18%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 22.56%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LI B L e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .06%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN | S——
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF022717\
BF093202.D

27 Feb 2017 12:10

SJ/MA

11973-17

E2-B1-B2-BASE-7

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 1,4-Naphthalenedione, 5-hyd... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.02 7.68 ng 552714 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Naphthalenedione. 5-hvdroxv- 174 C10H603 000481-39-0 96
2 8-0Ouinolinol. 5-nitroso- 174 C9H6N202 003565-26-2 43
3 1.4-Naphthalenedione. 2-hvdroxv- 174 C10H603 000083-72-7 35
4 Benzaldehvde. 2.6-difluoro-3.4-d... 174 C7H4F203 152434-98-5 27
5 Benzene, 1,3-diisocyanato-2-methyl- 174 C9H6N202 000091-08-7 27

Abundance Scan 694 (10.019 min): BF093202.D (-692) (-) m/z 174.10 100.00%
174.1
5000 181
63.0 92.0
—rv—v—v—v—rv—v—v—v—[
39.0 270 146.1 9.60 9.80 10.00 10.20 10.40
. S L B m/z 118.10 48.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38536: 1,4-Naphthalenedione, 5-hydroxy-
174.0
5000 —rr
920 118.0 9.60 9.80 10.00 10.20 10.40
63.0 . 460 m/z 63.00 35.42%
28.0 .
""|""|4'5'0"|"'7'7|0""|""|""|'"'|""|'
m/z--> 20 40 0 80 100 120 140 160 180
Abundance
116.0 174.0
89.0 9.60 9.80 10.00 10.20 10.40
5000 : m/z 92.00 32.72%
63.0 144.0
15.0 39.0 130.0 158.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38534: 1,4-Naphthalenedione, 2-hydroxy-
105.0 174.0 9.60 9.80 10.00 10.20 10.40
m/z 120.10 31.65%
5000
770 146.0
50.0 ‘
140 290 . |, g4l 910 | 129.0
m/z--> 25 Jo ' éo 160 150 150 1éo 1éo 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF022717\

Data File : BF093202.D

Aca On - 27 Feb 2017 12:10

Operator : SJ/MA

a?ggle i 11973-17 E2-B1-B2-BASE-7
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Hexadecanesulfonyl chloride Concentration Rank 5

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

13.85 4.58 ng 317870 Chrysene-di12 14.00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91

2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87

3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87

4 17-Pentatriacontene 491 C35H70 006971-40-0 83

5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 81
Abundance Scan 1029 (13.848 min): BF093202.D (-1026) (-) m/z 57.10 100.00%

5%.1

5000

3

230.1 LB
281.0 13.60 13.80 14.00 14.20

m/z 43.10 86.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0

13921631 202.1

83.0

3

5000 SN
1110 13.60 13.80 14.00 14.20

m/z 55.10 71.35%

23.0 139.0

167.0 196.0 2240 2710 4579

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R N IER S S
83.0 13.60 13.80 14.00 14.20
5000 m/z 69.05 61.58%
111.0
29.0

139.0 168.0 210.0 238.0 283.0

mwﬁmm‘mmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester T
43.0 13.60 13.80 14.00 14.20
m/z 83.10 61.39%

-

5000

[e2]
©
o

224.0 252.0

i 154.0 183.0

I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : BF093202.D

Acq On : 27 Feb 2017 12:10
Operator : SJ/MA

Sample : 11973-17

Misc :

ALS Vial :

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\DATA\BF022717\

6 Sample Multiplier: 1

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

Units Response

E2-B1-B2-BASE-7

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
| # RT Resp Conc]

TIC Top Hit name RT EstConc
2-Pentanone, 4-hy... 4.99 35.
unknown6 .60 6.60 80.
1,4-Naphthalenedi... 10.02 7.
1-Hexadecanesulfo... 13.85 4.

ng 1682660
ng 3837130
ng 552714
ng 317870

8270-BF013017.M Tue Feb 28 17:15:54 2017

1 6.83 953912 20.0
1 6.83 953912 20.0
3 9.88 1438740 20.0
5 14.00 1387540 20.0
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