LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084365.D

Aca On : 10 Jan 2016 15:24

Operator : SJ/UM

Sample : H1043-14

Misc :

ALS Vial : 16 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 2.144 3 5 9 rvB 60657 84436 1.02% 0.115%
2 5.047 256 259 269 rVB 1333564 2212781 26.65% 3.024%
3 5.481 294 297 299 rBVY 6997881 8301933 100.00% 11.344%
4 6.510 384 387 389 rBY 6897088 7860349 94.68% 10.741%
5 6.636 395 398 400 rBY 6688611 8230511 99.14% 11.246%
6 6.853 415 417 420 rBVY 2204358 1805788 21.75% 2.467%
7 7.013 428 431 433 rBVY 6461279 5825978 70.18% 7.961%
8 7.424 464 467 469 rBVY 4995084 5178470 62.38% 7.076%
9 7.539 475 477 483 rVB 134653 185646 2.24% 0.254%
10 8.144 527 530 532 rBY 2550364 2477640 29.84% 3.386%

11 9.219 621 624 627 rBV 7114000 7289306 87.80% 9.960%
12 9.619 656 659 661 rBVY 2659873 2384714 28.72% 3.259%
13 9.893 681 683 686 rVvB 2479362 2481703 29.89% 3.391%
14 10.328 717 721 723 rBV3 165397 210948 2.54% 0.288%
15 10.545 737 740 744 rBV 64370 128414 1.55% 0.175%

16 10.682 749 752 755 rvv2 3647090 5056179 60.90% 6.909%
17 10.796 759 762 769 rVvB2 371054 621964 7.49% 0.850%
18 10.990 777 779 784 rVB2 39498 95911 1.16% 0.131%
19 11.253 800 802 803 rBvV 216265 198600 2.39% 0.271%
20 11.379 811 813 815 rVV 2797744 2374519 28.60% 3.245%

21 11.436 815 818 822 rVB 51179 106173 1.28% 0.145%
22 11.676 837 839 842 rVB 112875 98467 1.19% 0.135%
23 12.854 938 942 949 rBV 192907 317130 3.82% 0.433%
24 12.968 949 0952 955 rBV 6143194 5808097 69.96% 7.936%
25 13.482 995 997 1001 rBvV2 202008 279205 3.36% 0.382%

26 13.871 1028 1031 1037 rBV 176524 301337 3.63% 0.412%
27 14.019 1041 1044 1046 rBV 1149566 1624236 19.56% 2.219%
28 15.448 1166 1169 1171 rBV 916087 1363751 16.43% 1.863%
29 16.385 1248 1251 1258 rVB3 42027 105521 1.27% 0.144%

30 17.608 1356 1358 1363 rVB 36215 85982 1.04% 0.117%
31 18.408 1424 1428 1435 rVB4 28924 87648 1.06% 0.120%
Sum of corrected areas: 73183337

8270-BF123115.M Mon Jan 11 15:41:47 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084365.D

Aca On : 10 Jan 2016 15:24

Operator : SJ/UM

Sample : H1043-14

Misc :

ALS Vial : 16 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

Abundance TIC: BF084365.D
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Abundance TIC: BF084365.D
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8270-BF123115.M Mon Jan 11 15:41:48 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084365.D

Aca On : 10 Jan 2016 15:24

Operator : SJ/UM

Sample : H1043-14

Misc :

ALS Vial : 16 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 24 .51 ng 2212780 1,4-Dichlorobenzene-d4 6.85
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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 259 (5.047 min): BF084365.D (-256) (-) m/z 43.05 100.00%
43
59
5000
101 480 500 520 5.40
O 30l 3 e 8| e 10 57, 90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 5.40
m/z 101.10 16.80%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 5.40
5000 m/z 58.00 15.09%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R LR R S
59 480 5.00 5.20 5.40
m/z 41.10 9.43%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...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\BF011016\
Data File : BF084365.D

Aca On : 10 Jan 2016 15:24

Operator : SJ/UM

Sample : H1043-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 2 unknown6.64 Concentration Rank 1

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

6.64 91.16 ng 8230510 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 398 (6.636 min): BF084365.D (-395) (-) m/z 132.00 100.00%
5000 68
40 54 % J 640 6.60 6.80 7.00
ol Jrer |Asus | w/z 68.10  37.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UL LS LR L
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 36.20%
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
" 640 6.60 6.80 7.00
5000 67 m/z 66.10 24.47%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L L e R o
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.74%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 8 | I | R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084365.D

Aca On : 10 Jan 2016 15:24

Operator : SJ/UM

Sample : H1043-14

Misc :

ALS Vial : 16 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, N,4-dim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.80 5.24ng 621964  Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Benzenesulfonamide. N.4-dimethvl- 185 CBHLINO2S 000640-61-9 93

2 Ethvl(E/Z)-_alpha.-cvano-4-nitro... 416 C19H16N207S 1000287-26-8 38
3 Pvridine-2-carbonitrile. 3.5.6-t... 375 C13H8CI3N302S 255713-77-0 35

4 (0-p-Tosvlisonitroso)malononitrile 249 C10H7N303S 020893-01-0 35
5 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 30
Abundance Scan 762 (10.796 min): BF084365.D (-759) (-) m/z 91.00 100.00%
1
5000 57
155 185 Trrr T T TT TTrTT LU TT
. “ I 1211 l | 10.40 10.60 10.80 11.00 11.20
o it 4 b m/z 57.10 46.95%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #46289: Benzenesulfonamide, N,4-dimethyl-
91
5000 BN IL LUNLL  LLL  LL  BL
185 10.40 10.60 10.80 11.00 11.20
30 65 155 m/z 43.10 34.74%
‘ 121
O e T T T
mz-> 0 50 100 150 200 250 300 350 400
Abundance
91 155
e
10.40 10.60 10.80 11.00 11.20
5000 m/z 65.00 24 .96%
65
29
o 120 188213234 262 298 336 371 416
e T T e e e e e e e
mz-> 0 50 100 150 200 250 300 350 400
Abundance #149916: Pyridine-2-carbonitrile, 3,5,6-trichloro-4-(4-met... Ea A RAAmma
91 155 10.40 10.60 10.80 11.00 11.20
m/z 185.10 23.89%
5000
65
39
0 L 132 193 221242 276 310 341 375
e S e L
mz-> 0 50 100 150 200 250 300 350 400 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\BF011016\
Data File : BF084365.D

Aca On : 10 Jan 2016 15:24

Operator : SJ/UM

Sample : H1043-14

Misc :

ALS Vial : 16 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.85 3.90 ng 317130 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 58
3 2H.8H-Benzoll.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 53
4 4H-Pvrazolol5.1-cl1-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 53
5 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 47
Abundance Scan 942 (12.854 min): BF084365.D (-938) (-) m/z 213.05 100.00%
213
5000
119 228
39 5, 65 77 91 107 135 152165177 198 I | 12.60 12.80 13.00 13.20
Ol e bl e e el m/z 119.00 23.70%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000

12.60 12.80 13.00 13.20
119 228 m/z 214.10 16.36%

. 51 65 77 9 107 | 135 152165
A e B T B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213
s R e
12.60 12.80 13.00 13.20
5000 m/z 228.10 14.62%
185
228
51 63 77 g9 101 128 199
LSS S NS MRS TSN S AR MR M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- A
213 12.60 12.80 13.00 13.20
m/z 91.00 11.68%
5000
185 228
ol 2830 51 69 92103114 128 147 157 171 | 199 | |
L N Ea e MR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084365.D

Aca On : 10 Jan 2016 15:24

Operator : SJ/UM

Sample : H1043-14

Misc :

ALS Vial : 16 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 1,4-Benzenediamine, N-(1,3-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.48 3.44 ng 279205 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediamine. N-(1.3-dimet... 268 C18H24N2 000793-24-8 96
2 Pvrimidine. 2-(4-pentviphenvl)-5... 268 C18H24N2 094320-32-8 53
3 Phenol. 2-(2-benzoxazolvl)- 211 C13H9NO2 000835-64-3 52
4 Benzothiazole. 2-phenvl- 211 C13HO9NS 000883-93-2 52
5 10,11-Dihydrodibenz(b,¥)(1,4)oxa... 211 C13H9NO2 003158-85-8 50
Abundance Scan 997 (13.482 min): BF084365.D (-995) (-) m/z 211.10 100.00%
211
5000
268 .
2 105 167 183 259 | "3 1340 13,60 1350
77 92 119 . . . .
obo b7 T2 Oy hawr |l U | miz 268.20  30.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99438: 1,4-Benzenediamine, N-(1,3-dimethylbutyl)-N'-phenyl-
211
5000 268 L UL UL SULRULN S
13.20 13.40 13.60 13.80
105 o7 183 253 m/z 212.10 17.36%
ol 274 637701 | M8 130953 | | 197 | opa T
m/z--> 20 45 60 éo 100 120 140 160 180 200 220 240 260
Abundance
211
13.20 13.40 13.60 13.80
5000 m/z 183.10 16.24%
182 205 268
116
o 39 g3 89103 140 155169 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #63610: Phenol, 2-(2-benzoxazolyl)- R e e o S
211 13.20 13.40 13.60 13.80
m/z 167.10 11.37%
5000 183
154
RECH D7 %gs 1 | 170 |
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084365.D

Aca On : 10 Jan 2016 15:24

Operator : SJ/UM

Sample : H1043-14

Misc :

ALS Vial : 16 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-Hexadecanesulfonyl chloride Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.87 3.71 ng 301337 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 1-Octadecanol 270 C18H380 000112-92-5 87
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 87
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87

Abundance Scan 1031 (13.871 min): BF084365.D (-1028) (-) m/z 57.10 100.00%
57
83
5000
‘ 111
SR SR BN U B
139 207 13.60 13.80 14.00 14.20
0 ..a,...l.,ll.,1.6?..,....,..25.‘1.,....,....,....,...., m/z 43.10 85.57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
83
5000 L BRI B B B
11 1360 13.80 14.00 14.20
29 - m/z 55.10 80.88%
224
oL m\\‘\M\ml‘?,?,l?f” M
m/z--> 50 150 200 250 300 350 400 450
Abundance
43
' 13.60 13.80 14.00 14.20
5000 83 m/z 83.05 76.34%
111
o 139167 196 224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #100813: 1-Octadecanol AR AR
43| 83 13.60 13.80 14.00 14.20
m/z 97.10 60.50%
- | JJL\/V
. / P39168196224252
m/z--> 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011016\
Data File : BF084365.D

Acq On : 10 Jan 2016 15:24

Operator : SJ/UM

Sample : H1043-14

Misc :

ALS Vial : 16 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 24.5 ng 2212780 1 6.85 1805790 20.0
unknown6 .64 6.64 91.2 ng 8230510 1 6.85 1805790 20.0
Benzenesulfonamid... 10.80 5.2 ng 621964 4 11.38 2374520 20.0
Phenol, 4,4"-(1-m... 12.85 3.9 ng 317130 5 14.02 1624240 20.0
1,4-Benzenediamin... 13.48 3.4 ng 279205 5 14.02 1624240 20.0
1-Hexadecanesulfo... 13.87 3.7 ng 301337 5 14.02 1624240 20.0
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