LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\

Data File : BF095204.D

Aca On : 18 May 2017 1:29 Instrument :

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

3?22'6 : 13182-07 2X ETGI-137-339-120

ALS Vial : 18 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-BF050217 .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 5.113 536 540 557 rBV 49152 121634 11.97% 1.095%
2 5.748 645 648 679 rBV 278242 776624 76.43% 6.992%
3 7.319 911 915 931 rBV 293078 712165 70.08% 6.411%
4 7.437 931 935 951 rVB 581957 1004398 98.84% 9.042%
5 7.772 987 992 1002 rBV 343672 438281 43.13% 3.946%
6 8.007 1027 1032 1047 rBV 488725 643580 63.33% 5.794%
7 8.672 1141 1145 1162 rBV 197178 398551 39.22% 3.588%
8 9.789 1330 1335 1359 rBV 376413 592195 58.28% 5.331%
9 11.560 1631 1636 1655 rBV 654409 1016170 100.00% 9.148%
10 12.260 1751 1755 1767 rBvV 57619 107667 10.60% 0.969%
11 12.619 1811 1816 1838 rBV2 458046 715382 70.40% 6.440%
12 13.454 1955 1958 1962 rBvV2 8961 11135 1.10% 0.100%
13 13.536 1968 1972 1982 rVB2 6462 11882 1.17% 0.107%
14 13.924 2034 2038 2050 rBvV 197833 376388 37.04% 3.388%
15 14.224 2086 2089 2092 rBvV2 10829 12405 1.22% 0.112%
16 14.960 2210 2214 2219 rBvV3 6490 10310 1.01% 0.093%

17 15.024 2220 2225 2229 rVV 328712 449806 44.26% 4.049%
18 15.060 2229 2231 2243 rVV 104565 155542 15.31% 1.400%

19 15.154 2243 2247 2254 rVB2 16176 28570 2.81% 0.257%
20 15.812 2355 2359 2363 rBV 7411 10737 1.06% 0.097%
21 15.960 2381 2384 2388 rBV2 15487 24351 2.40% 0.219%

22 16.807 2523 2528 2534 rBV 162763 213503 21.01% 1.922%
23 17.107 2574 2579 2588 rBV 166474 215659 21.22% 1.941%
24 17.336 2614 2618 2625 rBV 580177 687771 67.68% 6.192%

25 17.424 2631 2633 2639 rVB4 9772 14648 1.44% 0.132%
26 17.571 2654 2658 2663 rVB 20564 28729 2.83% 0.259%
27 17.654 2669 2672 2676 rBV 18068 19364 1.91% 0.174%
28 17.712 2678 2682 2685 rBV6 12489 21040 2.07% 0.189%
29 18.089 2741 2746 2747 rBV5 8150 13594 1.34% 0.122%
30 18.406 2797 2800 2803 rVB3 14578 16246 1.60% 0.146%
31 18.436 2803 2805 2808 rBV2 12059 11751 1.16% 0.106%

32 18.689 2843 2848 2852 rBV2 443089 653273 64.29% 5.881%
33 18.724 2852 2854 2860 rVB2 90309 136251 13.41% 1.227%
34 18.824 2868 2871 2876 rBV3 21242 28209 2.78% 0.254%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\

Data File : BF095204.D

Aca On : 18 May 2017 1:29 Instrument :

Operator : SJ/MA gﬁA{s el
- _ lentosampleld :

3?22'6 : 13182-07 2X ETGI-137-339-120

ALS Vial : 18 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-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.965 2892 2895 2896 rBV3 10903 12361 1.22% 0.111%
36 19.077 2908 2914 2915 rBV6 22309 37020 3.64% 0.333%
37 19.200 2933 2935 2937 rBV3 12500 11285 1.11% 0.102%
38 19.318 2945 2955 2958 rBV3 28857 81095 7.98% 0.730%
39 19.377 2962 2965 2968 rVB4 16080 25241 2.48% 0.227%
40 19.553 2992 2995 2996 rBV3 17496 19597 1.93% 0.176%
41 19.806 3034 3038 3044 rBV7 41239 95029 9.35% 0.855%
42 19.965 3061 3065 3067 rBVY 96255 128032 12.60% 1.153%
43 20.077 3081 3084 3086 rBV2 35101 45904 4.52% 0.413%

44 20.253 3110 3114 3119 rBVY 75624 125955 12.40% 1.134%
45 20.312 3121 3124 3129 rVV 100946 165593 16.30% 1.491%

46 20.365 3129 3133 3143 rVB 375058 595469 58.60% 5.361%

47 20.683 3185 3187 3190 rBv4 22446 26041 2.56% 0.234%

48 20.942 3229 3231 3233 rBV3 22890 29029 2.86% 0.261%

49 22.100 3425 3428 3433 rBv4 16126 32559 3.20% 0.293%
Sum of corrected areas: 11108021
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Data Path
Data File

Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO051717\

BF095204.D

18 May 2017 1:29

SJ/MA
13182-07 2X

18 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ETGI-137-339-120
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051717\

Data File : BF095204.D

Aca On : 18 May 2017 1:29

Operator : SJ/MA

ﬁ?ggle i 13182-07 2X ETGI-137-339-120
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 3

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

5.11 5.55 ng 121634 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 539 (5.107 min): BF095204.D (-536) (-) m/z 42.95 100.00%

43.0
59.0
5000
101.0

| 83.0 4.80 5.00 5.20 5.40
SN NSO | NNSS—. O T N— 6 T N T Y =Y (T

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 P

59.0 480 5.00 520 5.40
m/z 101.00 20.96%
15.0 31.0 101.0 b
...,”t.,”.Wﬂ”.uﬂh..,”:.,”..,”..?%9.,”.:J”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R Ammy
480 5.00 5.20 5.40
5000 43.0 m/z 58.00 16.37%
31.0
15.0 69.0 87.0
R B B A s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3158: 5-Hexen-2-one SRMBSESMBRER B |V SN
43.0 4.80 500 520 540

m/z 41.00 8.30%

5000
55.0
27.0
15.0
an— L mo 80 980

m/z--> 10 20 40 50 60 70 80 90 100 110 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\BFO051717\

BF095204.D

18 May 2017 1:29

SJ/MA

13182-07 2X ETGI-137-339-120
18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 unknown7.44 Concentration Rank 1

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

7.44 45.83 ng 1004400 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 936 (7.442 min): BF095204.D (-931) (-) m/z 132.00 100.00%
132.0
5000 68.1 \
200 510 | %1 J 7.20 7.40 7.60 7.80
STt 1 U RO | N m/z 68.10  36.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL AL I I
7.20 7.40 7.60 7.80
310 510 m/z 134.00 33.34%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 20.03%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e LN R
57.0 132.0 720 7.40 7.60 7.80
m/z 96.10 13.04%
74.0
5000 9go 1160 /K
N .M,n‘..mm - pW..‘ﬁ,..h‘. 180 %899. SN (L —
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051717\

Data File : BF095204.D

Aca On : 18 May 2017 1:29

Operator : SJ/MA

ﬁ?ggle i 13182-07 2X ETGI-137-339-120
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknownl19.32 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.32 2.48 ng 81095 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Cvclopentalalpvrene 240 C19H12 050861-05-7 43
2 o-(p-(Dimethvlamino)benzvlidenea... 240 C15H16N20 023837-35-6 38
3 4-Amino-4T"-(dimethvlamino)azoben... 240 C14H16N4 000539-17-3 27
4 Selenocvanic acid. p-(diethvlami... 254 C11H14N2Se 022037-07-6 18
5 2-Benzothiazolamine, N-(phenylme... 240 C14H12N2S 021816-82-0 14

Abundance Scan 2955 (19.318 min): BF095204.D (- 2945) ) m/z 240.10 100.00%

5000

19.00 19.20 19.40 19.60
m/z 239.10 72.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94382: 9H-Cyclopenta[a]pyrene
240.0

lu

19.00 19.20 19.40 19.60
m/z 119.90  41.20%

5000

78.0

43.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
240.0
19.00 19.20 19.40 19.60
5000 m/z 150.80 36.00%
121.0
39.0 65.0 91.0 1470 1950
mﬂmmﬂwmvmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93913: 4-Amino-4'-(dimethylamino)azobenzene R R e R
120.0 240.0 19.00 19.20 19.40 19.60
m/z 242.10 34 .50%
92.0
5000
65.0
} ‘ J 148.0
<P O At - O —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051717\

Data File : BF095204.D

Aca On : 18 May 2017 1:29

Operator : SJ/MA

ﬁ?ggle i 13182-07 2X ETGI-137-339-120
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknownl19.81 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.81 3.19 ng 95029 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10I1".2"1-Benzenoanthracene. 9... 254 C20H14 000477-75-8 38
2 9H-Fluorene-9-methanol. .alpha.-... 314 C22H1802 063839-89-4 27
3 Cvclohexanone. 3-methvl- 112 C7H120 000591-24-2 20
4 Benzenamine. 4-(2-benzothiazolvl... 254 C15H14N2S 010205-56-8 18
5 1,2"-Binaphthalene 254 C20H14 004325-74-0 18

Abundance Scan 3039 (19.812 min): BF095204.D (-3034) (-) m/z 69.10 100.00%

69.1
5000

253.1

293.0 324.1 19.40 19.60 19.80 20.00 20.20
m/z 81.05 49 _36%

109.1
41.0 137.1161.11 51

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105938: 9,10[1',2'-Benzenoanthracene, 9,10-dihydro-

5000 R EEEEEmEEEEn
19. 40 19. 60 19. 80 2000 20. 20

m/z 253.10 29.58%

126.0
39.0 75.0 100.0 152.0 178.0202.0226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
254.0
126.0 19.40 19.60 19.80 20.00 20.20
5000 ' m/z 254.00 27.47%
43.0 99.0 165.0
700 224.0 314.0
Wmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #6540: Cyclohexanone, 3-methyl-
69.0 19.40 19.60 19.80 20.00 20.20
m/z 109.10 16.44%
5000 41.0
112.0
B T — e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19. 40 19. 60 19. 80 20 00 20. 20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF051717\

BF095204.D

18 May 2017 1:29

SJ/MA

13182-07 2X

18 Sample Multiplier: 1

ETGI-137-339-120

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Units Response

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

2-Pentanone, 4-hy... 5.11

unknown7 .44
unknownl19.32
unknownl19.81

7.44 4
19.32
19.81

ng 121634
ng 1004400
ng 81095
ng 95029

8270-BF050217 .M Thu May 18 17:34:53 2017

1 7.77 438281 20.0
1 7.77 438281 20.0
5 18.69 653273 20.0
6 20.37 595469 20.0
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