LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088208.D

Aca On : 21 Jun 2016 9:28

Operator : UM/SJ

Sample = H3580-27

Misc :

ALS Vial : 38 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-BF060716.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 1.655 5 6 14 rVB 178444 280696 8.17% 1.415%
2 1.770 14 16 72 rVB 1518028 3434721 100.00% 17.316%
3 4.810 280 282 290 rBV2 63600 109657 3.19% 0.553%
4 5.256 319 321 324 rBV 1436507 1453551 42.32% 7.328%
5 6.319 412 414 417 rBV 1352197 1453145 42.31% 7.326%
6 6.433 422 424 427 rVB 1510494 1536149 44.72% 7.744%
7 6.662 443 444 447 rBV2 487070 503632 14.66% 2.539%
8 6.822 456 458 460 rBVY 1566345 1354048 39.42% 6.826%
9 7.233 492 494 497 rBV 966919 938785 27.33% 4_.733%
10 7.953 554 557 559 rBV 740056 676558 19.70% 3.411%

11 9.028 648 651 654 rBV 2095087 1878094 54.68% 9.468%
12 9.428 682 686 688 rBvV 578041 514685 14.98% 2.595%

13 9.645 703 705 707 rBV 36620 34924 1.02% 0.176%
14 9.702 707 710 712 rVvV 650510 719338 20.94% 3.626%
15 10.136 747 748 750 rvVB 67598 54622 1.59% 0.275%
16 10.353 764 767 770 rBV 32450 50941 1.48% 0.257%

17 10.491 776 779 781 rBv2 712571 1028993 29.96% 5.187%
18 10.605 788 789 794 rVB 63878 106039 3.09% 0.535%
19 11.051 827 828 830 rBV 35510 43715 1.27% 0.220%
20 11.176 837 839 841 rBV 765124 707846 20.61% 3.568%

21 11.782 890 892 897 rvVB5 16720 34382 1.00% 0.173%
22 12.388 942 945 946 rBV 61659 75021 2.18% 0.378%
23 12.605 961 964 968 rBV 60317 100565 2.93% 0.507%
24 12.754 975 977 980 rVB 1382466 1356870 39.50% 6.840%

25 13.702 1058 1060 1062 rBV2 25223 37808 1.10% 0.191%
26 13.805 1066 1069 1071 rBV 476985 540875 15.75% 2.727%
27 14.800 1154 1156 1161 rVB 26570 53030 1.54% 0.267%
28 15.131 1183 1185 1187 rVB 29655 35520 1.03% 0.179%
29 15.177 1187 1189 1195 rVB 454380 566856 16.50% 2.858%
30 15.760 1237 1240 1249 rVB5 24354 63833 1.86% 0.322%
31 16.457 1298 1301 1307 rVB3 31802 91163 2.65% 0.460%
Sum of corrected areas: 19836062
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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\BF062016\

BF088208.D

21 Jun 2016 9:28

UM/SJ

H3580-27

38 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF088208.D
2000000
1.77 6.43 6.82
1500000 5.26
6.32
1000000 7.23
500000 6.66
1.66
4.81 {A
o 1 e
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: BF088208.D
2000000 9|03
1500000 12.75
1000000
7.95 10.49 11.18
9.43
500000
9. 10.144 34 [10.60 11.0 11.78 12.3912.61
O e R e e B e A e L e
Time--> 8.00 8.50 9.00 mm mm nm nm 12.00 um 13.00
Abundance TIC: BF088208.D
2000000
1500000
1000000
13.81
500000 1518
13.7 14.80 1543 15.76 16.46
O T e e T e e T T e e B B 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\BF062016\
Data File : BF088208.D

Aca On : 21 Jun 2016 9:28

Operator : UM/SJ

Sample : H3580-27

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.81 4_.35 ng 109657 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 282 (4.810 min): BF088208.D (-280) (-) m/z 43.00 100.00%
43
59
5000
101 —TTrrr T
4.40 4.60 4.80 5.00 5.20
83
0...,....,....,....','::..,51..-!1,-....,....,.-...,...:,|....,. m/z 59.10 62.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 UBREEE LR R RS L
4.40 4.60 4.80 5.00 5.20
m/z 101.10 21.52%
o 25 3L 37 83 g3 01
miz--> S N N A A A AP S
Abundance
43
440 460 480 500 520
5000 m/z 58.00 16.98%
101
o 15 25 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T RRann B
59 4.40 4.60 4.80 5.00 5.20
m/z 41.00 8.96%
5000 41
69 87
15 \‘ 53 | 08
0'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P UBREEE LN R RS L
m/z--> 10 20 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088208.D

Aca On : 21 Jun 2016 9:28

Operator : UM/SJ

Sample : H3580-27

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.43 Concentration Rank 2

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

6.43 61.00 ng 1536150 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 424 (6.433 min): BF088208.D (-422) (-) m/z 132.00 100.00%
132
5000 68
96 [T T
40 54 78 06 6.00 6.20 6.40 6.60 6.80
01 e B m/z 68.10 41.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI A AR L L
6.00 6.20 6.40 6.60 6.80
31 51 m/z 134.00 32.32%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 26 .64%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine- proplonyl R e s e D
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 17.03%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088208.D

Aca On : 21 Jun 2016 9:28

Operator : UM/SJ

Sample : H3580-27

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.60 3.00 ng 106039 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 789 (10.605 min): BF088208.D (-788) (-) m/z 57.10 100.00%
q7
5000 85
3 J 113 169 10.20 10.40 10.60 10.80 11.00
| E— ,I A 30 Tm/z 43.10  67.00%
m/z--> 0 50 100 150 200 250 300
Abundance #48835: Tridecane
57
5000 R ISR SN IR B
85 10.20 10.40 10.60 10.80 11.00
29 m/z 71.10 63.90%
0 | \“‘ ‘ | \‘\ ‘\‘ i 1:‘!-3 L 141 184
m/z--> 6 §0 160 150 200 250 360
Abundance
57
10.20 10.40 10.60 10.80 11.00
5000 a5 m/z 85.10 41 .42%
29
o 113 141 169 197 226
m/z--> 6 §0 160 1%0 260 250 360
Abundance #48851: Dodecane, 2—methy|— LA DAL B B B
43 10.20 10.40 10.60 10.80 11.00
m/z 41.05 33.96%
5000 n
} 99 141
2 28 | | | jea| 1095
m/z--> 6 §0 160 1%0 200 2éo 300 1050 1020 1obo 10%0 1f00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088208.D

Aca On : 21 Jun 2016 9:28

Operator : UM/SJ

Sample : H3580-27

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 7 unknownl5.76 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.76 2.25 ng 63833 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvlamino-5.6(4H)dihvdro-1.3... 192 C10H12N2S 1000147-35-4 38
2 Methanone. cvclohexvl-1H-imidazo... 178 C10H14N20 061985-29-3 35
3 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HON7 017539-50-3 27
4 5-Fluoro-2-trifluoromethvlbenzoi... 404 C22H32F402 1000338-55-7 14
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 14
Abundance Scan 1240 (15.760 min): BF088208.D (-1237) (-) m/z 191.10 100.00%
191
95
5000 81 100 123 136 177
150163 203 L L B B
15.40 15.60 15.80 16.00
0! m/z 95.10 58.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54109: 2-Phenylamino-5,6(4H)dihydro-1,3-thiazine
191
5000 L DU DR BN SRR B
77 136 15.40 15.60 15. 80 16.00
118 163 m/z 123.10 41.39%
91 106 ‘ ‘
OI""I”"I"”I"WWI"Jl”hklﬂégﬂ""l”"l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
110 15.40 15.60 15.80 16.00
5000 123 m/z 81.10 39.24Y%
55 @8
a1 o 178
oLz 137 149 163
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53953: 2,4,7-Pteridinetriamine, 6-methyl- R e EEaE L
191 15.40 15.60 15.80 16.00
m/z 177.10 38.25%
5000
43 123 150
ol 2P | 53 % 80 9% 109 17133 | e |
s 20 4 B0 B 100 130 10 180 10 2o 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088208.D

Aca On : 21 Jun 2016 9:28

Operator : UM/SJ

Sample : H3580-27

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 8 unknownl6.46 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.46 3.22 ng 91163 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphine. methvl-(2.4.6-triisop... 250 C16H27P 158748-69-7 27
2 Benzene. l-nitro-2-hvdroxv-4-(p-... 249 C12H8FNO4 189214-56-0 25
3 3-Heptvne. 7-1o0do-2.2-dimethvl- 250 C9H151 055402-07-8 25
4 Glutaric acid. monoamide. N-(3-m... 249 C14H19NO3 1000360-91-2 22
5 2-Chloro-4-[4-chloro-trans-styry... 250 C12H8CI2N2 1000251-83-8 22
Abundance Scan 1301 (16.457 min): BF088208.D (-1298) (-) m/z 249.20 100.00%
249
55 95
5000
278 L B I L I
404 16,20 16,40 16.60 16.80
0 m/z 250.20 59.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102527: Phosphine, methyl-(2,4,6-triisopropylphenyl)-
249
5000 LA BN BN BRI S
16.20 16.40 16.60 16.80
43 203 m/z 95.10 57.02%
175
0 I\I ‘:‘ | |65| Igl\llw:l:]\-ulshlu |1‘4‘|‘.9‘|M|“| i I‘nhlzlgl‘w‘\l \‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
249
16.20 16,40 16.60 16.80
5000 m/z 55.10 52.46%
95 149
75 101 219
o 51 127 || 171
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #102694: 3-Heptyne, 7-iodo-2,2-dimethyl- R BEERE BT L
250 16.20 16.40 16.60 16.80
41 93 m/z 107.10 51.66%
5000 67
127 155
0 JL“"l""?QK T [rrrr T SR SN BN BN B
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
Data File : BF088208.D

Acq On : 21 Jun 2016 9:28

Operator : UM/SJ

Sample - H3580-27

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.81 4.3 ng 109657 1 6.66 503632 20.0
unknown6 .43 6.43 61.0 ng 1536150 1 6.66 503632 20.0
Tridecane 10.60 3.0 ng 106039 4 11.18 707846 20.0
unknownl15.76 15.76 2.3 ng 63833 6 15.18 566856 20.0
unknownl16 .46 16.46 3.2 ng 91163 6 15.18 566856 20.0
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