LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088559.D

Aca On 1 Jul 2016 5:40

Operator : UM/SJ

Sample : H3747-04

Misc :

ALS Vial : 30 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-BF063016.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 4 6 9 rVB 1992332 2020477 51.19% 7.696%
2 1.747 12 14 23 rvVB 188774 418023 10.59% 1.592%
3 1.873 23 25 40 rVB 2303867 3946928 100.00% 15.035%
4 2.067 40 42 75 rvB 103199 490577 12.43% 1.869%
5 4.981 295 297 300 rBV 149540 207788 5.26% 0.792%

5.404 332 334 337 rBV 1282337 1833228 46.45% 6.983%
6.444 422 425 427 rBV 1966344 1878767 47.60% 7.157%
6.582 434 437 439 rBV 2094795 1879662 47.62% 7.160%
6.822 455 458 460 rBvV 808891 855606 21.68% 3.259%
6.970 469 471 474 rVB 1457516 1486269 37.66% 5.662%

=
QO ~NO®

11 7.382 504 507 509 rBV 1270954 1363267 34.54% 5.193%
12 8.102 568 570 572 rBV 1390914 1146667 29.05% 4._.368%
13 9.176 662 664 667 rBvY 2188992 2024181 51.28% 7.711%
14 9.565 696 698 701 rVvB 82142 100734 2.55% 0.384%
15 9.851 721 723 726 rBV 1266697 1173564 29.73% 4._.470%

16 10.639 789 792 794 rBV 746800 885073 22.42% 3.371%

17 10.742 798 801 802 rBV 49979 57836 1.47% 0.220%
18 11.211 840 842 844 rBV 51840 47108 1.19% 0.179%
19 11.325 850 852 855 rBvV 772211 1000472 25.35% 3.811%
20 12.754 974 977 980 rBV2 44803 82220 2.08% 0.313%

21 12.914 989 991 993 rBV 1627408 1409073 35.70% 5.367%
22 13.828 1068 1071 1075 rBV 155829 241172 6.11% 0.919%
23 13.954 1080 1082 1085 rVB 839148 849945 21.53% 3.238%
24 14.148 1097 1099 1100 rBV 32247 51359 1.30% 0.196%
25 15.360 1202 1205 1208 rVB 624065 802197 20.32% 3.056%

Sum of corrected areas: 26252193
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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\BF063016\

- BF088559.D

- 1 Jul 2016 5:40

- UM/SJ

- H3747-04

- 30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088559.D

Aca On 1 Jul 2016 5:40

Operator : UM/SJ

Sample : H3747-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.66 47.23 ng 2020480 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 6 (1.655 min): BF088559.D (-4) (-) m/z 73.10 100.00%
73
5000 43
89
R R e
1.70 1.80 1.90 2.00 2.10
55
Obrrr e e e e S || M/Z 43.10  48.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
31 89 m/z 89.10 29.23%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
170 1.80 190 2.00 2.10
5000 m/z 41.05 9.31%
41
29 57
51
e S I S SULIUL S SUL I IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8706: 2-Hydroxy-2-methylbutyric acid
73 1.70 1.80 1.90 2.00 2.10
43 m/z 45.10 7.31%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 L \‘ 6\1 67 il 82 8\9 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088559.D

Aca On 1 Jul 2016 5:40

Operator : UM/SJ

Sample : H3747-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.07 Concentration Rank 5

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

2.07 11.47 ng 490577 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. methvlenebis- 76 CH8Si2 001759-88-2 45
2 Propane. 1.l1-dimethoxv- 104 C5H1202 004744-10-9 42
3 Glvcine 75 C2H5N02 000056-40-6 9
4 trans-2-Methvl-4-hexen-3-ol 114 C7H140 096346-76-8 9
5 Oxirane, butyl- 100 C6H120 001436-34-6 9

Abundance Scan 42 (2.067 min): BF088559.D (-40) (-) m/z 75.10 100.00%
75
5000 45
39 N
57 67 1.80 2.00 2.20 2.40
0..,....,...!|,'!:.'.5,0.'.'.':,...'.-,.'!:'.,.?‘L?.,....,....,. m/z 73.05 73.87%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #973: Silane, methylenebis-
75
45 69
5000 UL L A R I
1.80 2.00 2.20 2.40
m/z 71.10 59.18%
29 5 ‘
1 | 11—
I I I T I I I I | |
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
75
180 200 220 240
5000 29 45 m/z 45.10 51.91%
o 39 57 69 87 103
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #870: Glycine e B R m
30 1.80 2.00 2.20 2.40
m/z 43.10 46.14%
5000
75
o 1, S 57 69
m/z--> 20 30 40 50 60 70 80 9 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088559.D

Aca On 1 Jul 2016 5:40

Operator : UM/SJ

Sample : H3747-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.98 4.86 ng 207788 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 297 (4.981 min): BF088559.D (-295) (-) m/z 43.10 100.00%
a3
59
5000
1 460 480 500 520 5.40
83 : : : : :
0...,....,....,....','::..‘?.1.-!],....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 58.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AN RS RN R
59 460 4.80 5.00 520 5.40
m/z 101.10 18.28%
15 31 101
1 . 51 \‘ 83
S ) R R SR AN ARAR RRARA RAREA RARAN AARAN LALA RALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 5.40
5000 m/z 58.10 15.93%
101
15 a 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.01%
5000 41
68
0 1 50 4l 126 142
m/z--> 10 20 30 4'0 5'0 6|0 70 80 90 100 110 120 150 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088559.D

Aca On 1 Jul 2016 5:40

Operator : UM/SJ

Sample : H3747-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.58 Concentration Rank 3

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

6.58 43.94 ng 1879660 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 437 (6.582 min): BF088559.D (-434) (-) m/z 132.00 100.00%
5000 68
20 54 % J 6.20 6.40 6.60 6.80 7.00
7 . . . . .
ol Qe [ asus W Tmiz 68.10  47.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR AR SRS RARAE S
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.49%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 30.62%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LRI Wi e s e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 19.10%
5000 og 0
o -‘-“‘. 89 .‘Fﬂpf‘-“. 18189 S | |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063016\
Data File : BF088559.D

Aca On 1 Jul 2016 5:40

Operator : UM/SJ

Sample : H3747-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.68 ng 241172 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
4 Behenic alcohol 326 C22H460 000661-19-8 76
5 1-Heneicosanol 312 C21H440 015594-90-8 76
Abundance Scan 1071 (13.828 min): BF088559.D (-1068) (-) m/z 57.10 100.00%
57 o3
5000
R o e
139 168 13.60 13.80 14.00 14.20
ol A} 1t21 281 m/z 55.10 83.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 RS PN NI AR B
13.60 13.80 14.00 14.20
1 m/z 43.10 81.65%
ol | ‘M\Nm | 139167 196224 267292 321 462 490
m/z--> §0 160 1%0 260 2%0 300 350 460 4éo '
Abundance
43
69 SR PR NI R B
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 79.80%
125
153 196224
e S L L U WL W WL WL L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate R B A B
57 o 13.60 13.80 14.00 14.20
m/z 69.10 72.46%
5000
125
29 l 153
oLl |} 193182210238266 311 412
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 3&'30 4(')0 4éo ' 13.|60 13.|8O 14.'00 14.'20
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Data Path :

Data File : BF088
Acq On > 1 Jdu
Operator : UM/SJ
Sample = H3747
Misc :

ALS vial : 30

Tentatively ldentified Compound (LSC) summary

559.D
1 2016 5:40

-04

Sample Multiplier: 1

Z:\HPCHEMI1I\BNA_F\DATA\BF063016\

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M

Quant Title

TIC Library :C
TIC Integration P

TIC Top Hit name

Propane, 2,2-dime..
unknown2 .07
2-Pentanone, 4-hy..
unknown6 .58
17-Pentatriacontene

8270-BF063016.M Fri

:\Database\NIST11.L
arameters: LSCINT.P

RT EstConc Units Response

. 1.66 47.2 ng
2.07 11.5 ng

- 4.98 4.9 ng
6.58 43.9 ng
13.83 5.7 ng

Jul 01 13:17:24 2016

2020480
490577
207788

1879660
241172

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

6.82 855606 20.0
6.82 855606 20.0
855606 20.0
6.82 855606 20.0
849945 20.0
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