LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084299.D

Aca On : 6 Jan 2016 19:43

Operator : SJ/UM

Sample : H1017-03

Misc :

ALS Vial : 21 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-BF123115.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 5.047 256 259 264 rvVv 682384 738966 9.38% 1.251%
2 5.127 264 266 269 rVB 131594 143249 1.82% 0.243%
3 5.470 294 296 299 rVB 3091808 3654820 46.38% 6.189%
4 6.510 384 387 389 rBY 2118019 2570326 32.62% 4 .353%
5 6.636 395 398 400 rBY 6071302 5806972 73.69% 9.834%
6 6.865 416 418 422 rBV 2066930 1754762 22.27% 2.972%
7 7.025 429 432 434 rVB 6716934 5812464 73.76% 9.843%
8 7.276 451 454 459 rVB5 41645 89215 1.13% 0.151%
9 7.436 465 468 470 rBY 5255318 5361377 68.04% 9.079%%
10 7.539 474 477 479 rBvV2 48002 118047 1.50% 0.200%

11 8.156 528 531 533 rVB 2347368 2270345 28.81% 3.845%
12 9.230 622 625 628 rBVY 7908489 7879805 100.00% 13.344%
13 9.619 656 659 662 rBvY 154104 225158 2.86% 0.381%
14 9.905 682 684 687 rVB 2734441 2397006 30.42% 4 _.059%
15 10.271 708 716 719 rBV2 139946 725763 9.21% 1.229%

16 10.339 721 722 724 rVB 159658 141834 1.80% 0.240%
17 10.556 738 741 745 rBV3 208458 282507 3.59% 0.478%
18 10.693 750 753 756 rBV2 4352862 5105264 64.79% 8.645%
19 10.751 756 758 759 rvv 139816 177504 2.25% 0.301%
20 10.808 760 763 768 rvB3 129511 314464 3.99% 0.533%

21 11.265 800 803 809 rvB3 142531 264773 3.36% 0.448%
22 11.391 811 814 816 rBV 2841093 2371834 30.10% 4.016%
23 12.099 874 876 878 rBV 157496 169851 2.16% 0.288%
24 12.865 941 943 945 rBV 124976 125656 1.59% 0.213%
25 12.979 950 953 956 rvv 6167012 6773510 85.96% 11.470%

26 14.020 1042 1044 1047 rBV 1515162 2016643 25.59% 3.415%
27 14.534 1088 1089 1098 rVB7 83385 124065 1.57% 0.210%

28 14.660 1098 1100 1103 rVB2 53841 83756 1.06% 0.142%
29 15.460 1166 1170 1172 rBV 1010888 1552473 19.70% 2.629%

Sum of corrected areas: 59052409
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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\BF010616\

BF084299.D

6 Jan 2016 19:43

SJ/UM

H1017-03

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084299.D

Aca On : 6 Jan 2016 19:43

Operator : SJ/UM

Sample : H1017-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 8.42 ng 738966 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 259 (5.047 min): BF084299.D (-256) (-) m/z 43.05 100.00%
43
59
5000
1o 480 5.00 520 540
IRV N - P Y- . A NN B 7 = - o -0 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR UL UL UL
59 480 500 520 540
m/z 101.10 17.90%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 540
5000 m/z 58.10 15.13%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59 4.80 5.00 5.20 5.40
m/z 41.10 9.10%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084299.D

Aca On : 6 Jan 2016 19:43

Operator : SJ/UM

Sample : H1017-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.64 Concentration Rank 2

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

6.64 66.19 ng 5806970 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 398 (6.636 min): BF084299.D (-395) (-) m/z 132.00 100.00%
5000 68
75 % 04 640 6.60 6.80 7.00
o..,....,....,...:,“.'.‘.‘7," Shdl e 87 A8 L m/z 68.10 47.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I I L L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 34.11%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 32.04%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine A R,
132 6.40 6.60 6.80 7.00
m/z 69.10 20.47%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B B R o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084299.D

Aca On : 6 Jan 2016 19:43

Operator : SJ/UM

Sample : H1017-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Benzenesulfonamide, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.36 ng 282507 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7H9NO2S 000088-19-7 96
2 1.3.5-Norcaratriene 90 C7H6 004646-69-9 53
3 Thiourea. methvl- 90 C2H6N2S 000598-52-7 50
4 Nitroethene. 2-(2.4-dibenzvloxv)... 361 C22H19N0O4 1000223-52-0 36
5 Benzyl cyanoformate 161 C9H7NO2 005532-86-5 36
Abundance Scan 741 (10.556 min): BF084299.D (-738) (-) m/z 90.10 100.00%
5000
10.20 10.40 10.60 10.80
0 187 207 224 m/z 91.10 72.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37049: Benzenesulfonamide, 2-methyl-
90
106
5000
65 10.20 10.40 10.60 10.80
39 171 m/z 106.10 71.56%
‘ 51 77 ‘ 137 154
Olllll|||||Hl|‘|||‘|||‘||||l|||‘=||::-2|4|.||‘ ...‘. R B BEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
90
10.20 10.40 10.60 10.80
5000 m/z 57.10 38.97%
63
. 39 5 24
m/z--> ﬁo 45 eb 85 160 120 150 160 180 260 250
Abundance #2196: Thiourea, methyl- A e AR RRRE
90 10.20 10.40 10.60 10.80
m/z 65.00 36.34%
5000 30
57
0 1\5 4‘3 il 7\4 m
miz> % 4 60 80 100 130 140 160 180 200 230 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084299.D

Aca On : 6 Jan 2016 19:43

Operator : SJ/UM

Sample : H1017-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 6 Dodecane, 2-methyl-6-propyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.81 2.65 ng 314464 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 58
2 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 58
3 Heptadecane 240 C17H36 000629-78-7 53
4 Heneicosane 296 C21H44 000629-94-7 53
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
Abundance Scan 763 (10.808 min): BF084299.D (-760) (-) m/z 57.05 100.00%

g7
43
71
5000
85
‘ 1 10.40 10.60 10.80 11.00 11.20
0 ...,....,...|I,!.".-.,-':~. f .1.1.1.,'...1.3,7..:.,1??..“.‘:?. 2 m/z 43.10 74.83%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #73991: Dodecane, 2-methyl-6-propyl-
43 57
71
5000 85 LA BRI SR SURLILR B

10.40 10.60 10.80 11.00 11.20
m/z 71.05 54.40%

99 140
0 Lol T us 127 . 154166 82195 206
SRS/ S S S i M1 R~ = T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 S
10.40 10.60 10.80 11.00 11.20
5000 - m/z 41.10 32.86%
85
0 98 113126 141155
S ——
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane I RREEEEEES T
57 10.40 10.60 10.80 11.00 11.20
3| 5 m/z 85.05 31.83%
85
5000
99
29 113 157 040
AECEN | 141155169 183197 211 24
SESI R Y PSS Y o - L = S S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084299.D

Aca On : 6 Jan 2016 19:43

Operator : SJ/UM

Sample : H1017-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 7 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.27 2.23 ng 264773 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 76
2 Hexadecane 226 C16H34 000544-76-3 64
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 64
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 62
5 Pentadecane 212 C15H32 000629-62-9 58
Abundance Scan 803 (11.265 min): BF084299.D (-800) (-) m/z 57.10 100.00%
57
5000
41
‘ 111,00 11,20 11140 1160
Obrrprrrryts m/z 43.10 66.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45540: Tridecane
57
5000 L B B B SR
41 nmnmumnm
85 m/z 71.10 59.86%
0 24 Iy w 113 1s 184
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 220 240 2éo 280 360
Abundance
57
111,00 11,20 11140 1160
5000 85 m/z 85.05 44 . 44%
41
ol18 113 141 189 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo- B et S
57 11.00 11.20 11.40 11.60
m/z 41.10 33.02%
5000 85
4
183
ol 26 ‘\ A - 310
m/z--> ﬁo Jo éo 85 160 120 140 160 180 200 220 240 260 280 360 11'00 11. 20 11. 40 11. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010616\
Data File : BF084299.D

Acq On : 6 Jan 2016 19:43

Operator : SJ/UM

Sample : H1017-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
2-Pentanone, 4-hy... 5.05 8.4 ng 738966 1 6.86 1754760 20.0
unknown6 .64 6.64 66.2 ng 5806970 1 6.86 1754760 20.0
Benzenesulfonamid... 10.56 2.4 ng 282507 3 9.90 2397010 20.0
Dodecane, 2-methy... 10.81 2.6 ng 314464 4 11.39 2371830 20.0
Tridecane 11.27 2.2 ng 264773 4 11.39 2371830 20.0
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