LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084297.D

Aca On : 6 Jan 2016 18:48

Operator : SJ/UM

Sample : H1017-01

Misc :

ALS Vial : 19 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 3.801 147 150 153 rVB 66415 94200 1.11% 0.138%
2 5.036 256 258 264 rVB 291343 387144 4 .55% 0.569%
3 5.470 293 296 298 rBY 3588924 3151025 37.04% 4.629%
4 6.499 384 386 389 rBVY 1882246 1848717 21.73% 2.716%
5 6.636 395 398 400 rBVY 5961797 5253537 61.76% 7.718%
6 6.864 416 418 420 rBV 1954765 1609257 18.92% 2.364%
7 7.024 429 432 434 rVB 5819830 5139522 60.42% 7 .550%
8 7.436 465 468 470 rBV 4541580 4768353 56.05% 7 .005%
9 8.156 528 531 533 rBY 2116813 2110392 24.81% 3.100%
10 8.876 591 594 599 rBV 93734 178082 2.09% 0.262%

11 9.127 614 616 620 rVB4 76179 114411 1.34% 0.168%
12 9.230 622 625 627 rBV 7563261 6815827 80.12% 10.013%
13 9.619 658 659 661 rvB 142531 170923 2.01% 0.251%
14 9.847 674 679 682 rBv7 39305 122640 1.44% 0.180%
15 9.905 682 684 687 rVvB 2509325 2236988 26.30% 3.286%

16 10.339 720 722 728 rVB2 115873 127320 1.50% 0.187%
17 10.590 739 744 745 rVB 4960787 8374877 98.45% 12.303%
18 10.693 751 753 756 rBV2 3677021 4907138 57.68% 7.209%
19 10.796 756 762 764 rVV 4539430 8506969 100.00% 12.497%
20 10.888 768 770 771 rBV 98874 96189 1.13% 0.141%

21 11.265 801 803 804 rBV 105639 95349 1.12% 0.140%
22 11.390 812 814 816 rVB 2608844 2169409 25.50% 3.187%
23 11.585 829 831 839 rBv2 110049 210774 2.48% 0.310%
24 12.762 932 934 937 rBV 78315 89523 1.05% 0.132%
25 12.865 941 943 946 rBV 280135 377374 4._.44% 0.554%

26 12.979 950 953 955 rBV 5980823 5595766 65.78% 8.221%
27 13.551 1001 1003 1005 rBVZ2 75290 97509 1.15% 0.143%
28 13.882 1030 1032 1037 rBV 189229 250800 2.95% 0.368%
29 14.031 1042 1045 1047 rBV 1423327 1846683 21.71% 2.713%
30 15.459 1167 1170 1172 rBV 1048204 1322878 15.55% 1.943%

Sum of corrected areas: 68069576
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF010616\

BF084297.D

6 Jan 2016 18:48

SJ/UM

H1017-01

19 Sample Multiplier: 1

TIC Library :

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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7000000

6000000

5000000

4000000

3000000

2000000

1000000

3.80

TIC: BF084297.D

5.47

5.04
N

6.64 7.02

6.50

7.44

6.86

0
Time-->

3.50

4.00

4.50

5.00 5.50 6.00 6.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

8.16

8.88 94]}

9|23

9.90

9.62 g

10.34

TIC: BF084297.D

10.59
10.80

12.98

T
Time--> 8.00

8.50

9.00

9.50

10.00

12.00 12.50 13.00 13.50

10.50 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

14.03

13.88

15.46

TIC: BF084297.D

Time-->

14.00

14.50

15.00

15.50

16.00

16.50 17.00 17.50

18.00

18.50 19.00

8270-BF123115.M Thu Jan 07 15:30:54 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084297.D

Aca On : 6 Jan 2016 18:48

Operator : SJ/UM

Sample : H1017-01

Misc :

ALS Vial : 19 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 Propane, 2-methyl-2-(1-meth... Concentration Rank 5

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

5.04 4.81 ng 387144 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 258 (5.036 min): BF084297.D (-256) (-) m/z 43.05 100.00%
43
59
5000
101
480 5.00 5.20 5.40
oSt S8 8 | "m/z 59.10  55.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 HRRE LR U R IR
4 480 5.00 520 5.40
101 m/z 101.00 14 _.47%
29
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 5o m/z 58.10 13.99%
15 101
o 25 3 37 53 83
LU SR SR UL UL FULRLEL IR SO SR S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R B EREEa R R
59 480 5.00 520 5.40
m/z 41.10 8.89%
5000 41
31
| [
0 ...,..15..,..a‘l,....‘il‘...,??H‘.i....i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 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 : BF084297.D

Aca On : 6 Jan 2016 18:48

Operator : SJ/UM

Sample : H1017-01

Misc :

ALS Vial : 19 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 3

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

6.64 65.29 ng 5253540 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 398 (6.636 min): BF084297.D (-395) (-) m/z 132.00 100.00%
32
5000 68
© sl T "ok ko 6B b0
o N £ ST 1 DO PRS- A RN~ AN [ N m/z 68.10 45_15%
m/z--> 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 L I L R
6.40 6.60 6.80 7.00
78 m/z 134.00 33.96%
31 3 ?1
0'P'”I“J“'h'P'”I”'h'”'P”'P'”I”'W'“'P'”I“'W“
m/z--> 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 30.26%
33 am g7 105
51 60 70 78 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e e e
132 6.40 6.60 6.80 7.00
m/z 69.10 19.76%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 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 : BF084297.D

Aca On : 6 Jan 2016 18:48

Operator : SJ/UM

Sample : H1017-01

Misc :

ALS Vial : 19 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 4 Benzenesulfonamide, 2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.59 74.88 ng 8374880 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 96
2 Gluconic acid 196 C6H1207 000526-95-4 38
3 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 38
4 1.3.5-Norcaratriene 90 C7H6 004646-69-9 37
5 3,5-Octadiyne 106 C8H10 016387-70-5 27

Abundance Scan 744 (10.590 min): BF084297.D (-739) (-) m/z 90.05 100.00%
9
106
5000 65
39 137 AR AR
51 77 121 154 171 104 206 10.20 10.40 10.60 10.80 11.00
0 e S e e e e [ m/z 91.10 73.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37046: Benzenesulfonamide, 2-methyl-
90
106
5000 R U A B
65 17 10.20 10.40 10.60 10.80 11.00
39 137 m/z 106.10 69.14%
18 510 77 ‘ oz i
0"JI””'H'ﬂ'll'”M"l'Pa"I”'*I'”'I"“I""P"'
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
73 90
—rv—v—v—v—rv—v—v—v—
4 a 10.20 10.40 10.60 10.80 11.00
5000 103 m/z 65.05 43.94%
133
o 119 150161 179 106
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #37041: Benzenemethanesulfonamide —
g 10.20 10.40 10.60 10.80 11.00
m/z 89.05 36.08%
5000
65
o 951 | s | 107 171
T T T TTrrr[rrrr[rrrr[rrrr[rrrorJ[r1rr1r[rrrr[rrrr TTr T T [ rrrr —rv—v—v—v—rv—v—v—v—
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 1éo 2(')0 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084297.D

Aca On : 6 Jan 2016 18:48

Operator : SJ/UM

Sample : H1017-01

Misc :

ALS Vial : 19 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, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.80 78.43 ng 8506970 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HONO2S 000070-55-3 98
2 Tolbutamide 270 C12H18N203S 000064-77-7 91
3 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 91
4 Thiosulfuric acid. S-I2-I3-(4-me... 381 C12H19N305S3 1000255-60-3 80
5 N-p-toluenesulfonyl-I-threonine,... 363 C18H21NO5S 1000130-34-4 72
Abundance Scan 762 (10.796 min): BF084297.D (-756) (-) m/z 91.10 100.00%
g1
5000
65 155171 t
& Y 1070 1060 1080 1100 1170
Obrerrrrrobrobr ol 4228139 | | 105 236 | n/z 65.10  33.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37053: Benzenesulfonamide, 4-methyl-
91
5000 171
65 107 155 10.40 10.60 10.80 11.00 11.20
39 m/z 171.00 33.10%
N T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91
10.40 10.60 10.80 11.00 11.20
5000 m/z 155.00 31.63%
4 65 155171
107
oL15 139 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125302: O-p-toluenesulfonyll-N-acetylserine, methyl ester LA B o o
il 10.40 10.60 10.80 11.00 11.20
m/z 107.10 22 .99%
5000 155171
65 107
o 41 ;J il m 139 | 196 226243 264 316
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF084297.D

Aca On : 6 Jan 2016 18:48

Operator : SJ/UM

Sample : H1017-01

Misc :

ALS Vial : 19 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.86 4.09 ng 377374 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 64
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 58
4 Carbamic acid. I1.1"-biphenvl1-3... 213 C13H11NO2 055030-29-0 50
5 5-n-Butyl-2,4-diamino-6-[p-tolyl... 256 C15H20N4 274679-66-2 42
Abundance Scan 943 (12.865 min): BF084297.D (-941) (-) m/z 213.10 100.00%
213
5000 L
119
T | 1 28 "2/60 1280 1300 1520
135 152165 197 - : : .
0 1.”5,’4‘, ,-.'..:',..--|..f‘9?.. bk prmiari ot 197 || 242 262 281 | 75 %179 10 35.20%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 LR B BULILN SULBUL UL
12.60 12.80 13.00 13.20
o M9 228 m/z 91.00 20.73%
o 51 65 78 135 152165
m/z--> 40 60 85 100 150 110 160 180 200 220 240 260 280
Abundance
213
12,60 12.80 13.00 13.20
5000 m/z 214.10 15.98%
167 196
o Sl 64 77 98 115 139
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-bldipyran-2-one, 8,8-dimethyl- L L e
213 12.60 12.80 13.00 13.20
m/z 228.05 13.96%
5000
185
228
o 7 101 128 190 |
m/z--> 40 60 85 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084297.D

Aca On : 6 Jan 2016 18:48

Operator : SJ/UM

Sample : H1017-01

Misc :

ALS Vial : 19 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 1-Heneicosyl formate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.88 2.72 ng 250800 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Nonadecanol 284 C19H400 001454-84-8 81
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 81
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 81
Abundance Scan 1032 (13.882 min): BF084297.D (-1030) (-) m/z 57.10 100.00%
97 83
5000 111 4~v_A\Jr¢\rn~A\\ﬂ“hﬁw/‘“#“”
5 l 159 165105205 o720 "15l60 1280 14.00 1420
ol AP 265185203 237 208 294 3 s 65.10  O1.87%
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate
57
5000 LN BN UL SULRURN SR
13.60 13.80 14.00 14.20
m/z 43.10 89.44%
m/z--> 50 200 250 300 350
Abundance
57
83 SR AN SN SURIUR UL
13.60 13.80 14.00 14.20
5000 m/z 83.10 84 .15%
29 111
o 139 167 106 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #108955: 1-Nonadecanol e e ERRES BE s
83 13.60 13.80 14.00 14.20
m/z 97.10 77 .27%
h w\ﬂd\w
111
ol 28l |l 16 J’ g1 168 19 221238 266
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010616\
Data File : BF084297.D

Acq On : 6 Jan 2016 18:48

Operator : SJ/UM

Sample : H1017-01

Misc :

ALS Vial : 19 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]
Propane, 2-methyl... 5.04 4.8 ng 387144 1 6.86 1609260 20.0
unknown6 .64 6.64 65.3 ng 5253540 1 6.86 1609260 20.0
Benzenesulfonamid... 10.59 74.9 ng 8374880 3 9.90 2236990 20.0
Benzenesulfonamid... 10.80 78.4 ng 8506970 4 11.39 2169410 20.0
Phenol, 4,4"-(1-m... 12.86 4.1 ng 377374 5 14.03 1846680 20.0
1-Heneicosyl formate 13.88 2.7 ng 250800 5 14.03 1846680 20.0
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