LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF040517\
Data File : BF094198.D

Aca On : 5 Apr 2017 19:21

Operator : SJ/MA

Sample : 12523-13

Misc :

ALS Vial : 12 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-BF032217.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 1.922 3 6 19 rVB 100718 128031 2.31% 0.292%
2 4.010 357 361 374 rVB 524238 729720 13.14% 1.666%
3 4.404 422 428 431 rBV 4192239 4580954 82.48% 10.459%
4 5.475 603 610 613 rBY 3897497 4748441 85.50% 10.842%
5 5.610 627 633 637 rBY 4250254 4845538 87.25% 11.063%
6 5.863 672 676 680 rBY 1123113 986642 17.76% 2.253%
7 6.045 701 707 710 rBVY 3537666 3768179 67.85% 8.604%
8 6.516 780 787 790 rBVY 2633033 3189146 57.42% 7.282%
9 7.363 926 931 935 rBVY 1371707 1333293 24.01% 3.044%
10 8.692 1150 1157 1160 rBV 4563655 5553937 100.00% 12.681%

11 9.180 1236 1240 1244 rBV 293972 272820 4.91% 0.623%
12 9.504 1287 1295 1299 rBV2 1422977 1529028 27.53% 3.491%
13 10.098 1391 1396 1400 rVB 97991 89841 1.62% 0.205%
14 10.369 1433 1442 1445 rBV2 31563 55631 1.00% 0.127%
15 10.480 1455 1461 1464 rBV 2309906 2710060 48.80% 6.188%

16 10.680 1491 1495 1497 rBV 105117 102726 1.85% 0.235%
17 11.327 1599 1605 1608 rBV 1450345 1452980 26.16% 3.317%
18 13.310 1934 1942 1946 rBV2 3969111 5043435 90.81% 11.515%
19 14.474 2135 2140 2152 rBV2 91498 218426 3.93% 0.499%
20 14.574 2152 2157 2161 rVV 1321134 1315102 23.68% 3.003%

21 16.198 2428 2433 2445 rVB 785577 951819 17.14% 2.173%

22 16.721 2518 2522 2528 rVB2 39374 56766 1.02% 0.130%

23 17.174 2595 2599 2612 rVB3 39519 78736 1.42% 0.180%

24 17.703 2683 2689 2695 rBV5 28680 56658 1.02% 0.129%
Sum of corrected areas: 43797909
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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:\HPCHEM1I\BNA F\Data\BF040517\

BF094198.D

5 Apr 2017 19:21

SJ/MA

12523-13

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094198.D
4.40 5.61
4000000 5.47
6.05
3000000
6.52
2000000
7.36
5.86
1000000
4.01
.92
O o L B e e e L e e e e e e I —— T T T [T T T T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF094198.D
8(69
4000000 1331
3000000
10.48
2000000
9.50 11.33
1000000
9.18
I 1010 193 10,68
o7t A —r—r=r Loy Ty e e am 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: BF094198.D
4000000
3000000
2000000
14.57
1000000 16.20
o 14.4 16.72 17.17 17.70
— —————Tr e = e e e e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094198.D

Aca On : 5 Apr 2017 19:21

Operator : SJ/MA

Sample : 12523-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

1.92 2.60 ng 128031 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
3 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 9
4 Ethane. 2-chloro-1.1-dimethoxy- 124 C4HOCIO02 000097-97-2 9
5 Acetic acid, (aminooxy)- 91 C2H5NO3 000645-88-5 9

Abundance Scan 6 (1.922 min): BF094198.D (-3) (-) m/z 75.10 100.00%
75
5000 45
K 103 200 210 220 230
B I L B B S S m/z 73.10 68.71%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 IR AN SRR
2.00 2.10 2.20 2.30
m/z 45.10 40.79%
“‘ \‘ ‘ \‘ 57\ ulily 87 103
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance
73
. 45 200 210 220 230
5000 m/z 41.05 23.62%
32 58
2
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #42856: 1,3-Dioxolane, 2-(1-bromoethyl)-
73 2.00 2.10 2.20 2.30
m/z 46.95 23.41%
5000
45
27
L w97 | 89 107119 135 179
m/z--> 0 20 40 60 8 100 120 140 160 180 2.00 2.10 2.20 2.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094198.D

Aca On : 5 Apr 2017 19:21

Operator : SJ/MA

Sample : 12523-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.01 14.79 ng 729720 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 361 (4.010 min): BF094198.D (-357) (-) m/z 43.00 100.00%
43
59
5000
101 ISR N SRR
51| e 83 | 3.60 3.80 4.00 4.20 4.40
S SV 2 H U, m/z 59.10 57.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR AR LR R
59 360 3.80 4.00 420 4.40
m/z 101.10 20.14%
15 31 101
‘ 11 ‘ Il 51 \‘ 83 ‘
mz-> 10 20 % 4 80 60 7o 80 80 100 110 10 130 140
Abundance
59
360 380 400 420 440
5000 41 m/z 58.00 16.23%
31
69 87
15 51 98
wﬂmﬁwﬁmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e e e
59 3.60 3.80 4.00 4.20 4.40
m/z 41.10 9.01%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I SRR L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094198.D

Aca On : 5 Apr 2017 19:21

Operator : SJ/MA

Sample : 12523-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 3 unknown5.61 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
561 98.22ng 4845540  1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 5-Aminoindole 132 caHeNz 005192-03-0 12

2 Tranvlcvpromine-propionvl

189 C12H15N0O

3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12
4 5-Fluoro-2-chloropvrimidine
5 1-Methylpyrrolo[1,2-a]pyrazine

132 C4H2CIFN2
132 C8H8N2

1000123-86-3 10
028749-81-7 9
062802-42-0 9
064608-59-9 9

Abundance Scan 633 (5.610 min): BF094198.D (-627) (-) m/z 132.00 100.00%
132
5000 68
9% |
40 5y - 065 520 5.40 560 5.80 6.00
e B m/z 68.10 40.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 B e e e
520 540 5.60 5.80 6.00
104 m/z 134.00 33.15%
66
14 27 39 51 07T g | 15 ‘
e L B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
24 e e
520 540 5.60 5.80 6.00
5000 gg 116 m/z 66.10 24.40%
158 189
T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R L R
132 520 540 5.60 5.80 6.00
m/z 69.10 16.36%
117
5000
39 91
AN Il
| i | | | m
e et R A RBRaEREEsE
m/z--> 20 40 60 80 100 120 140 160 180 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094198.D

Aca On : 5 Apr 2017 19:21

Operator : SJ/MA

Sample : 12523-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14._.47 3.32 ng 218426 Chrysene-di12 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
2 1-Heptadecanol 256 C17H360 001454-85-9 90
3 1-Tetracosanol 354 C24H500 000506-51-4 87
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 1-Hexacosanol 382 C26H540 000506-52-5 87

Abundance Scan 2139 (14.468 min): BF094198.D (-2135) (-) m/z 57.10 100.00%

87 g3
5000 111

14.20 14.40 14.60 14.80

4 139 207
SENNNL. & m/z 55.10 94.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106400: 3-Eicosene, (E)-
57

5000 e e LA
29 14.20 14.40 14.60 14.80
m/z 83.10 83.37%
J A1 139 167 196 224 252 280
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
5 g3
14.20 14.40 14.60 14.80
5000 m/z 43.05 80.62%
- 111

139 163 210 238

LRI SR AR A S AR LA BN AR AR LAY SR SARAN LA LA SARAS SR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol A e
43 14.20 14.40 14.60 14.80
m/z 97.10 79.25%

5000 83

18
| L e 140 168 196 238 266 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040517\
Data File : BF094198.D

Acq On : 5 Apr 2017 19:21

Operator : SJ/MA

Sample : 12523-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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]
Propane, 1,l1-dime... 1.92 2.6 ng 128031 1 5.86 986642 20.0
2-Pentanone, 4-hy... 4.01 14.8 ng 729720 1 5.86 986642 20.0
unknown5.61 5.61 98.2 ng 4845540 1 5.86 986642 20.0
3-Eicosene, (E)- 14 .47 3.3 ng 218426 5 14.57 1315100 20.0
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