LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084223.D

Aca On : 1 Jan 2016 4:20

Operator : UM/SJ

Sample : 6G4981-06

Misc :

ALS Vial : 34 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 4.441 204 206 210 rVB 116115 133224 1.45% 0.192%
2 5.093 260 263 269 rVB 823797 1087831 11.83% 1.571%
3 5.504 296 299 301 rBVY 5310141 5198434 56.52% 7.507%
4 6.521 386 388 391 rBVY 2500128 2961106 32.20% 4_.276%
5 6.670 398 401 403 rBVY 8214026 7881524 85.70% 11.382%
6 6.899 419 421 424 rVB 2399208 1963697 21.35% 2.836%
7 7.059 432 435 437 rBY 7616785 6814873 74.10% 9.842%
8 7.470 467 471 473 rBVY 6033651 6836688 74.34% 9.873%
9 7.676 487 489 491 rBV2 156193 220112 2.39% 0.318%
10 8.190 531 534 536 rBY 2538995 2571583 27 .96% 3.714%

11 9.265 625 628 631 rBVY 8707246 9196797 100.00% 13.282%
12 9.653 660 662 665 rBv 576993 706751 7.68% 1.021%
13 9.939 685 687 690 rVB 2714640 2598225 28.25% 3.752%
14 10.362 722 724 727 rBV3 67788 138520 1.51% 0.200%
15 10.728 753 756 759 rBV 5553682 5913800 64.30% 8.541%

16 10.853 763 767 773 rvv3 107403 199317 2.17% 0.288%
17 11.310 804 807 810 rBv2 482755 662848 7.21% 0.957%
18 11.425 815 817 819 rBV 2963609 2464347 26.80% 3.559%
19 12.842 938 941 943 rBV 341789 295245 3.21% 0.426%
20 12.911 943 947 949 rVB 77383 99222 1.08% 0.143%

21 13.014 953 956 959 rBV 7627920 7435329 80.85% 10.738%
22 13.551 1000 1003 1004 rBV 140941 187066 2.03% 0.270%
23 13.916 1033 1035 1039 rBvV 258595 342632 3.73% 0.495%
24 14.054 1045 1047 1050 rBV 1299267 1663438 18.09% 2.402%
25 15.494 1170 1173 1176 rBV 1024225 1524480 16.58% 2.202%

26 16.477 1254 1259 1262 rBV 60605 147039 1.60% 0.212%

Sum of corrected areas: 69244128
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084223.D

Aca On 1 Jan 2016 4:20

Operator : UM/SJ

Sample : G4981-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

: Z:\HPCHEM1I\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: BF084223.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084223.D

Aca On : 1 Jan 2016 4:20

Operator : UM/SJ

Sample : 6G4981-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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.

5.09 11.08 ng 1087830 1,4-Dichlorobenzene-d4 6.90
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 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 263 (5.093 min): BF084223.D (-260) (-) m/z 43.10 100.00%
43.1
59.1
5000
1o 480 500 520 540
I ..':|,....Ef3.'9..',|....,....,....,....,....,297.-9. m/z 59.10 57.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I I I L
59.0 480 500 520 540
0
150 1010 m/z 101.10 18.73%
0 wl ol " 83.0 \ ‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 50.0 m/z 58.10 16.22%
101.0
15.0 83.0
e L L I U L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R RREEAEES R
59.0 480 5.00 5.20 5.40
m/z 41.10 8.30%
5000 41.0
o Il 126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084223.D

Aca On : 1 Jan 2016 4:20

Operator : UM/SJ

Sample : 6G4981-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 unknown6.67 Concentration Rank 1

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

6.67 80.27 ng 7881520 1,4-Dichlorobenzene-d4 6.90
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 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 401 (6.670 min): BF084223.D (-398) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 U R L L
40.1 541 ‘ ‘ 6.40 6.60 6.80 7.00
o.,....,....'!'!...,.'.'..,.-!.'.|,..7.5?,1....,..].,?1??.?.1.1.7.?....,~'.~..,... m/z 68.10 45.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR UL L L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 35.01%
0'I”'W'”hPl”JL"P'JI“7ﬁ9“'I”'W'“'P"W'”'I“”I”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" '6.40 6.60 6.80 7.00
5000 m/z 66.10 30.87%
33.0 44.0 0.0 105.0
o 60.0 "~ g0.0 115.0
JUNBIUNERES UL LI I IR LI RS SRR SRS SRS SRR B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 19.77%
5000
92.0
65.0
oL 270 390 510 | 770 1050 1170
m/z--> 20 30 4'0 50 6|0 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:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084223.D

Aca On : 1 Jan 2016 4:20

Operator : UM/SJ

Sample : 6G4981-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 N-(2-Cyano-ethyl)-benzenesu... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.31 5.38 ng 662848 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(2-Cvano-ethvl)-benzenesulfona... 210 C9H10N202S 002619-21-8 83
2 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 83
3 Benzenesulfonvl isocvanate 183 C7H5NO03S 002845-62-7 53
4 Benzenesulfonvl chloride 176 C6H5CI02S 000098-09-9 53
5 N-Benzenesulfonyloxy-2,2-bis(tri... 335 C1OH7F6NO3S 055734-41-3 53
Abundance Scan 807 (11.310 min): BF084223.D (-804) (-) m/z 77.00 100.00%
71.0
141.0
5000 1700
51.0 A
11.00 11.20 11.40 11.60
Ol by 2L 190 1921 2180 0 Rzo7941.00 0 76.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63280: N-(2-Cyano-ethyl)-benzenesulfonamide
77.0
5000 141.0 UL SRR BN B
51.0 170.0 11.00 11.20 11.40 11.60
28.0 ‘ m/z 170.00 51.36%
N I | . 97.0 118.0 ) _193.0210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
77.0 141.0  170.0
A
11.00 11.20 1140 11.60
5000 m/z 51.05 25.99%
51.0
. 28.0 97.0 118.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44889: Benzenesulfonyl isocyanate
77.0 11.00 11.20 11.40 11.60
m/z 78.00 11.37%
5000 141.0
51.0 183.0
0""|?%9'1'J"|“'“J|"??P"}%%p'"|""|""|""|""|' UL SRR SRS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084223.D

Aca On : 1 Jan 2016 4:20

Operator : UM/SJ

Sample : 6G4981-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.84 3.55 ng 295245 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 83
3 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 43
4 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 32
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 941 (12.842 min): BF084223.D (-938) (-) m/z 56.10 100.00%
56.1
5000
3.0 1291 257.3
o) h n\ s 57182 2082 | | 261 e A
AR 1 A LA AN SRS BARAS SN RARSS SARSS LAARSSARRY ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0

5000
12.60 12.80 13.00 13.20

29.0 m/z 41.05 38.42%

83.0 1290 257.0
\‘ 1l ‘h J h\ L 157018502130 ‘ \‘ 28303120
EEEEEERE LY ,.... e ....,....,....,....,....,.... R s L e hRans
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0

12.60 12.80 13.00 13.20

o

5000 m/z 43.10 37.19%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56094: 2,4-Dipropyl-5-ethyl-1,3-dioxane L e e e R
56.0 12 60 12. 80 13. 00 13. 20

m/z 55.05 34 .59%

5000
20.0 111.0
145.0
i | jj550 1700 199.0

Ohrrrprbir e A A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084223.D

Aca On : 1 Jan 2016 4:20

Operator : UM/SJ

Sample : 6G4981-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.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 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.55 2.25 ng 187066 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 68
2 Nipecotic acid 129 C6H11NO2 000498-95-3 43
3 n-Butvl mvristate 284 C18H3602 000110-36-1 37
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 25
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 25

Abundance Scan 1003 (13.551 min): BF084223.D (-1000) (-) m/z 56.10 100.00%
56.1
5000 285.3
129.1
\ " 155%2 241.2 13.20 13.40 13.60 13.80
ob—— gl ¥ m/z 57.05 69.15%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 AR DI B R B
260 ?mmmmmmm
: m/z 43.10 44 _41%
‘ ‘ gs.0 1290 185.0 uto 2850 g
oLtk LT s | 157.0183021302410 | ] 11,0 3400
m/z--> 50 100 150 200 250 300
Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 285.30 40.16%
30.0 840 .90
N s L L WL L WL B
m/z--> 50 100 150 200 250 300
Abundance #108844: n-Butyl myristate e
56.0 13.20 13.40 13.60 13.80
m/z 41.05 37.16%
5000 226.0
129.0
OIIIJIIJJF“ H\‘\ ‘II]'S?IOII‘III{III‘Z?S'IOI |‘||||||| ' T h— R S R
m/z--> 50 mo 150 200 250 300 Bmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF123115\
Data File : BF084223.D

Aca On : 1 Jan 2016 4:20

Operator : UM/SJ

Sample : 6G4981-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

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 5

R.T. EstConc Area Relative to ISTD R.T.
13.92 4.12 ng 342632 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 87
5 1-Docosene 308 C22H44 001599-67-3 83

Abundance Scan 1035 (13.916 min): BF084223.D (-1033) (-) m/z 57.05 100.00%
5%.0
97.0
5000 kl
U N A B
392 13.60 13.80 14.00 14.20
0 ...,..J.,.“..,.1.8.2.2,....,.?8.1.1,....,....,....,...., m/z 43.05 84.94%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0
97.0
5000 AR R SR SRR
1360 13.80 14.00 14.20
200 m/z 55.10 68.80%
224.0
oLl d m\ Mh \M Lol 20000
m/z--> 50 150 200 250 300 350 400 450
Abundance
43.0
13.60 13.80 14.00 14.20
5000 83.0 m/z 83.10 67.53%
. 1250 00 210.0 252.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene L L B e B
43.0 13.60 13.80 14.00 14.20
m/z 97.05 65.02%
5000 83.0
. ‘ y J‘ 1250 4670 2100 267.0307.0 490.0
L UL DAL UURLALE SARLELEL LRI UL S WU BU
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:\HPCHEMI1\BNA_F\DATA\BF123115\
Data File : BF084223.D

Acq On : 1 Jan 2016 4:20

Operator : UM/SJ

Sample - G4981-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
Quant Title : 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... 5.09 11.1 ng 1087830 1 6.90 1963700 20.0
unknown6 .67 6.67 80.3 ng 7881520 1 6.90 1963700 20.0
N-(2-Cyano-ethyl) ... 11.31 5.4 ng 662848 4 11.42 2464350 20.0
Hexadecanoic acid... 12.84 3.5 ng 295245 5 14.07 1663440 20.0
Octadecanoic acid... 13.55 2.3 ng 187066 5 14.07 1663440 20.0
1-Hexadecanesulfo... 13.92 4.1 ng 342632 5 14.07 1663440 20.0
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