LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079923.D

Aca On : 12 Jun 2015 6:17

Operator : TP/1Z

Sample : 62573-05

Misc :

ALS Vial : 34 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-BF061115.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 2.261 92 94 97 rvVB 447726 529410 15.43% 3.211%
2 2.353 100 102 121 rVB 841546 1715829 50.00% 10.408%
3 2.696 130 132 136 rvVB 116507 175306 5.11% 1.063%
4 5.999 419 421 424 rBV 574853 653102 19.03% 3.962%
5 6.993 505 508 510 rBV 602738 721252 21.02% 4_.375%

7.153 520 522 525 rBV 609822 711727 20.74% 4.317%
7.393 541 543 545 rBV 434459 343911 10.02% 2.086%
7.553 555 557 559 rvB 736445 586102 17.08% 3.555%
7.942 589 591 594 rBvV 291228 354698 10.34% 2.151%
8.685 654 656 658 rBvV 636947 499766 14.56% 3.031%

=
QO ~NO®

11 9.759 748 750 752 rVB 1487646 1160748 33.82% 7.041%
12 10.456 809 811 813 rBV 686433 611718 17.82% 3.710%
13 11.256 878 881 883 rBV 1065357 1251508 36.47% 7.591%
14 11.965 941 943 947 rBV 834580 807664 23.53% 4_.899%
15 12.502 986 990 994 rBv2 130141 193093 5.63% 1.171%

16 12.925 1025 1027 1029 rBV 272781 251598 7.33% 1.526%
17 13.257 1054 1056 1058 rBV 119070 139499 4._.06% 0.846%
18 13.508 1073 1078 1081 rVB 139153 182506 5.32% 1.107%
19 13.645 1088 1090 1093 rBV 3328587 3431978 100.00% 20.817%
20 14.640 1175 1177 1185 rBV3 237043 342391 9.98% 2.077%

21 14.857 1194 1196 1198 rBV 625058 934219 27.22% 5.667%
22 16.708 1354 1358 1366 rVB 549606 888126 25.88% 5.387%

Sum of corrected areas: 16486151
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061115\
Data File : BF079923.D

Aca On : 12 Jun 2015 6:17

Operator : TP/I1Z

Sample : G2573-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF061115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
1.2e+07

TIC: BF079923.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079923.D

Aca On : 12 Jun 2015 6:17

Operator : TP/1Z

Sample : 62573-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF061115.M
Quant Title : 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, 2,2-dimethoxy- Concentration Rank 4

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

2.26 30.79 ng 529410 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 7
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 7
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 5

Abundance Scan 94 (2.261 min): BF079923.D (-92) (-) m/z 73.10 100.00%
7B
5000 43
89
2.00 2.20 2.40 2.60
55
S —  NTTNE. N O NS NE— m/z 43.10 51.31%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.00 2.20 2.40 2.60
31 89 m/z 89.10 27 .85%
T "'I"2§'I'"3§I"'48I"??I' LB IS S I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
73
200 220 240 260
5000 m/z 41.05 10.49%
41
29 57
46 51
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine — TR e
43 2.00 2.20 2.40 2.60
32 m/z 45.10 7.73%
58 89
5000 18
"I""I"?%I'"W""I'%"I""Za"l""l'"'I RS RS LR U LR
m/z--> 10 20 30 40 50 60 70 80 90 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079923.D

Aca On : 12 Jun 2015 6:17

Operator : TP/1Z

Sample : 62573-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF061115.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.70 10.19 ng 175306 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 132 (2.696 min): BF079923.D (-130) (-) m/z 73.10 100.00%
73
5000 43
55 87 | | U
240 2.60 2.80 3.00
eS8 S0 Tw/z 43.05  42.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 240 2.60 2.80 3.00
55 87 m/z 55.10 29.12%
‘ﬁg 3 ||| 50 ‘ 67
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
21 o 87 240 260 2.80 3.00
5000 m/z 87.10 24 .27%
29
15 67 97
miz--> 10 20 30 40 50 6 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- e Rm e R B
7B 240 2.60 2.80 3.00
m/z 41.05 13.80%
5000 43
58
29 3(
L1 N .
m/z--> 10 20 30 40 50 60 70 8 90 100 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079923.D

Aca On : 12 Jun 2015 6:17

Operator : TP/1Z

Sample : 62573-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF061115.M
Quant Title : 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 unknown7.15 Concentration Rank 2

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

7.15 41_.39 ng 711727 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 522 (7.153 min): BF079923.D (-520) (-) m/z 132.10 100.00%
32
68
5000
© oo e T | b T 7 7
AN N A | N m/z 68.10 52.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57 132
74
5000 98 116 T
6.80 7.00 7.20 7.40
m/z 66.10 32.41%
S| PTI  N rm“ -Mq 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 134.00 30.80%
104
14 27 30 51 %077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13657: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl- LB L
132 6.80 7.00 7.20 7.40
m/z 69.10 20.57%
5000 36 76
47 61 89 ‘
15 103
..“.|.2§‘.‘.‘Ml‘.”£“‘..‘ﬁ“‘.‘. l“:”l|l“|||“l||||||“|||||||||||||||| RN R
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079923.D

Aca On : 12 Jun 2015 6:17

Operator : TP/1Z

Sample : 62573-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF061115.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dehydro-cohumulinic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.50 4.78ng 193003  Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dehvdro-cohumulinic acid

2 Anthracene. 2-(1.1-dimethvlethyl)-
3 Ethanone. 1-(4.6-dihvdroxv-2.3.5...
4 Spiro(l.3-benzodioxole-2.1"-cvcl...

234 C14H1803
234 C18H18

234 C13H1404
234 C13H1404

1000041-27-1 95
018801-00-8 38
021987-07-5 25
056011-74-6 22
066552-97-4 22

5 2-l1sopropyl-10-methylphenanthrene 234 C18H18
Abundance Scan 990 (12.502 min): BFO79923D(986)()
95 219
234
36 79 123
5000
55 6 149 .
| 16 | 202
.|||I|I|||||:|||I ﬂ'|||lll|l.|lllllllllI
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #78484: Dehydro-cohumulinic acid
191 234
219
5000
43 57 95
‘ ‘ 123
1 107 | 149 164 u |
”,.”.,”. ..w..”,.”.,”........” R AR
m/z--> 80 100 120 140 160 180 200 220 240
Abundance
219
234
5000
178
96 191 204
51 83 110 126 151 165
LI o o o e LI I e e e o e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #78415: Ethanone, 1-(4,6-dihydroxy-2,3,5-trimethyl-7-benzo...
219
234
43
5000
78 91 191
S N Sl o I - M vl | N
m/z--> 40 60 80 100 120 140 160 180 200 220 240

m/z 219.10 100.00%

12.20 12.40 12.60 12.80

m/z 191.10 97 .43%

12.20 12.40 12.60 12.80

m/z 95.10 87.13%

|,

12.20 12. 40 12 60 12.80

m/z 234.20 69.24%

r
LI e I B

12.20 12.40 12.60 12.80

_'_'—r'_'_'_'—r'_T
12.20 12.40 12.60 12.80

m/z 201.10 60.41%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079923.D

Aca On : 12 Jun 2015 6:17

Operator : TP/1Z

Sample : 62573-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF061115.M
Quant Title : 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 unknownl12.93 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.93 6.23 ng 251598 Phenanthrene-d10 11.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvaceto... 248 C16H2402 014035-33-7 41
2 Acetonitrile. 2-12.3-dihvdro-2.2... 248 C17H16N2 144498-83-9 35
3 dI-9-Cvano-2-oxo-cis-decalin sem... 234 C12H18N40 002740-39-8 22
4 _beta.-iso-Methvl i1onone 206 C14H220 1000285-40-2 22
5 Phenol, 2,6-bis(1,1-dimethylethy... 262 C18H300 017540-75-9 22
Abundance Scan 1027 (12.925 min): BF079923.D (-1025) (-) m/z 233.20 100.00%
33
191
5000
293 12.60 12.80 13.00 13.20
m/z 191.10 77.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #87280: 3,5-di-tert-Butyl-4-hydroxyacetophenone
233
5000 43
12.60 12.80 13.00 13.20
205 m/z 248.20 46.02%
| 65 9‘1 115131 173189 |, 2‘9
m/z--> ﬁ&&%@mmmmmmmmmm@
Abundance
233
12/60 12.80 13.00 13.20
5000 m/z 79.10 36.01%
117 190

42 g3 83,0 139 1% 7 206 249

WWFWWTWWWWTTTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #78373: dI-9-Cyano-2-oxo-cis-decalin semicarbazone

191 12.60 12.80 13.00 13.20

m/z 164.10 30.07%
5000
72 L 234
175
ELN ‘U . i T Yl N Ml LA Y [ U SN || VO

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079923.D

Aca On : 12 Jun 2015 6:17

Operator : TP/1Z

Sample : 62573-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF061115.M
Quant Title : 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 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.64 7.33 ng 342391 Chrysene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 1-Nonadecanol 284 C19H400 001454-84-8 95
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 1177 (14.640 min): BF079923.D (-1175) (-) m/z 57.10 100.00%
87 g
4]
5000
IR BN SUNIL BN S
229 14.40 14.60 14.80 15.00
153
— 108 208 281 m/z 43.10 95.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72491: Cyclohexadecane
55 83
5000 L IR SULILILE BN U
14,40 14.60 14.80 15.00
m/z 55.10 87.04%
153168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 83
e e
14.40 14.60 14.80 15.00
5000 m/z 83.10 80.65%
68 111
27
126 154 180 210 238 266

mmmmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

-

14.40 14.60 14.80 15.00
m/z 69.10 74.41%

5000

-

154169 191 210 238 g 205
S R it A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF061115\
Data File : BF079923.D

Acq On : 12 Jun 2015 6:17

Operator : TP/1Z

Sample : G2573-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.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, 2,2-dime... 2.26 30.8 ng 529410 1 7.39 343911 20.0
Butane, 2-methoxy... 2.70 10.2 ng 175306 1 7.39 343911 20.0
unknown7 .15 7.15 41.4 ng 711727 1 7.39 343911 20.0
Dehydro-cohumulin... 12.50 4.8 ng 193093 4 11.97 807664 20.0
unknownl12 .93 12.93 6.2 ng 251598 4 11.97 807664 20.0
Cyclohexadecane 14.64 7.3 ng 342391 5 14.87 934219 20.0
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