LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BGO70916\

Data File : BG022964.D

Aca On 9 Jul 2016 14:05 Instrument :
Operator - UM/SJ BNA_G

Sample - H3936-08 ClientSampleld :
Misc - TW-4-DEP

ALS Vial : 59 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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 4.613 293 302 315 rBVY 1251550 1925858 18.56% 4_.159%
2 5.224 399 406 420 rBVY 1297328 2018656 19.46% 4 .360%
3 5.694 479 486 494 rBV 530867 898219 8.66% 1.940%
4 6.311 585 591 597 rVB 266512 416048 4_.01% 0.899%
5 7.304 754 760 769 rVB 406045 713894 6.88% 1.542%

7.680 817 824 833 rBV 1065288 1858679 17.92% 4.014%
8.150 896 904 911 rBV 370815 649749 6.26% 1.403%
8.479 952 960 968 rBV 1424727 2440725 23.53% 5.271%
9.325 1095 1104 1114 rBV 1383472 2483330 23.94% 5.363%
10.976 1378 1385 1394 rVB 555457 1018566 9.82% 2.200%

=
QO ~NO®

11 13.415 1791 1800 1808 rBV 4192249 6541316 63.06% 14.127%
12 14.237 1934 1940 1945 rBV 111591 175310 1.69% 0.379%
13 14.795 2028 2035 2044 rBV2 1006705 1711375 16.50% 3.696%
14 16.288 2281 2289 2305 rBV 2806452 4202481 40.51% 9.076%
15 17.551 2496 2504 2517 rBV2 1357616 2208939 21.29% 4.771%

16 18.420 2646 2652 2658 rBvV2 207572 285184 2.75% 0.616%
17 19.684 2864 2867 2876 rVB3 130060 170295 1.64% 0.368%
18 19.825 2886 2891 2897 rBV 1019070 1236191 11.92% 2.670%
19 20.154 2941 2947 2957 rBV 7788879 10373954 100.00% 22.404%
20 21.846 3229 3235 3243 rVB2 1495784 2536369 24.45% 5.478%

21 25.207 3796 3807 3818 rVB2 797766 2438009 23.50% 5.265%

Sum of corrected areas: 46303147
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1\BNA G\DATA\BGO70916\
Data File : BG022964.D

Aca On 9 Jul 2016 14:05

Operator : UM/SJ

Sample : H3936-08

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.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: BG022964.D

7000000
6000000
5000000
4000000
3000000

2000000 8.48
. 9.33
461 522 768

5.69 6.31 7.30 8.15 10.98

T L L T

Time--> 300 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022964.D

1000000

20115
7000000

6000000

5000000

13.41
4000000

3000000 16.29

2000000
1755 21.85
14.80 19.82 A

14.24 J\ 18.42 19.
O R e e R i R R e R e e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG022964.D
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022964.D

Aca On 9 Jul 2016 14:05

Operator : UM/SJ

Sample : H3936-08

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 3-Hexen-2-one Concentration Rank 3

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

4.61 59.28 ng 1925860 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 2-Pentene. 3.4-dimethvl-. (B)- 98 C7H14 004914-92-5 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 301 (4.607 min): BG022964.D (-293) (-) m/z 83.10 100.00%
55 83
5000

‘ 420 4.40 4.60 4.80 5.00
0 29 178 210244 817 M1 498 546 'm/z 55.10 84.98%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3109: 3-Hexen-2-one
83
55
5000 | SLANLINLILE LIS L L L L BB L L L

420 440 4.60 4.80 5.00
m/z 98.10 30.71%

i

ol ”..“..w..”,.”. M.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
A B
4.20 4.40 4.60 4.80 5.00
5000 m/z 43.10 29.10%
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3309: 2-Pentene, 2,4-dimethyl- REEREEEEE LR SRS
83 4.20 4.40 4.60 4.80 5.00
55 m/z 39.05 22.81%
5000
27
ol bt e AUEESNSRMES B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022964.D

Aca On 9 Jul 2016 14:05

Operator : UM/SJ

Sample : H3936-08

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.22 62.14 ng 2018660 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25

Abundance Scan 405 (5.218 min): BG022964.D (-399) (-) m/z 43.05 100.00%
a3
5000
101 S B
4.80 5.00 5.20 5.40 5.60
Ol k2, 131 160194 242 277 308 363 399426 489 ' "m/z 59.10 68.28%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A N IR UL I
480 5.00 520 5.40 5.60
m/z 101.10 26 .50%
101
0 A ‘67 L \‘
LR SRR UARLALELN SARLELELNS AL UARLELEL UL SR WL B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
59
480 500 520 540 560
5000{ 18 m/z 58.10 17.76%
L S L L UL UL UL UL WL B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8126: 2-Hexanol, 2-methyl- e A RARENEEEEE S
59 480 5.00 520 5.40 5.60
m/z 41.05 9.90%
5000
31H 101
OI“AHMHh”'l”"l"'W""I"”I""I'”'I""P" AR A IS IS LA
miz-> 0 50 100 150 200 250 300 350 400 450 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022964.D

Aca On 9 Jul 2016 14:05

Operator : UM/SJ

Sample : H3936-08

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

6.31 12.81 ng 416048 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 59
2 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 37
3 Butane. 2-methoxv-2.3.3-trimethvl- 130 C8H180 027705-21-1 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 591 (6.311 min): BG022964.D (-585) (-) m/z 73.10 100.00%
3
43
5000
s AL
115 6.00 6.20 6.40 6.60
O byl 47 207235 858 422 480 m/z 43.10 68.92%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 IS SRR SRS RN R
6.00 6.20 6.40 6.60
m/z 115.10 10.05%
115
0 15\\ \‘\ b ) P
LELELE SLLELEL UARLALL DAL DAL S UL BARLALLAS NN LN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
6.00 6.20 6.40 6.60
5000 m/z 41.05 9.58%
43 115
L S B L L I WL UL BRI I
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13310: Butane, 2-methoxy-2,3,3-trimethyl-
73 6.00 6.20 6.40 6.60
m/z 39.10 6.28%
5000
41
U U 115
s R e s L R N R N n A R
m/z-> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60

8270-BG070816.-M Mon Jul 11 17:25:12 2016 Page: 5



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022964.D

Aca On 9 Jul 2016 14:05

Operator : UM/SJ

Sample : H3936-08

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.42 2.58 ng 285184 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 55
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Nonadecanoic acid 298 C19H3802 000646-30-0 38

Abundance Scan 2652 (18.420 min): BG022964.D (-2646) (-) m/z 73.00 100.00%
73
5000
\ 213
256 18.20 18.40 18.60 18.80
0 J' l'.l.. .\.l..,l...2.9,8..?3.9..3.559,....,4.6?..,.??9 m/z 60.05 67.28%
m/z--> 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43
5000 256
129 18.20 18.40 18.60 18.80
m/z 43.10 64 .10%
g e
OIIH\ HH ‘“‘H“":“lu‘u‘uu|‘|||||||||||||||||||||||||||||
m/z--> 150 250 300 350 400 450 500
Abundance
73
43 18.20 18.40 18.60 18.80
5000 129 m/z 41.10 61.17%
171
99 214
e S B I L L L WL WL I L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #37192: n-Decanoic acid
60 18.20 18.40 18.60 18.80
m/z 55.10 58.20%
5000{ 29 129
87 172
0"'f"ﬂwm'”u'ﬂ'W""""P"'I”"I'”'I'”'I"”
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022964.D

Aca On 9 Jul 2016 14:05

Operator : UM/SJ

Sample : H3936-08

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Butyl citrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.82 9.75 ng 1236190 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Hexanedioic acid. dibutvl ester 258 C14H2604 000105-99-7 50
3 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 50
4 Indole. 3-(1.3.4-oxadiazol-2-vI)- 185 C10H7N30 082380-80-1 28
5 Hexanedioic acid, bis(l1-methylpr... 258 C14H2604 038447-22-2 27
Abundance Scan 2890 (19.819 min): BG022964.D (-2886) (-) m/z 185.00 100.00%
185
129
5000
57
102 | 157 | 213 D soms a3 aea s s 1960 19.80 20,00 20.20
Ol bl dpis” 1 223 | 310344 413 468 503537 1777129 00  63.54%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #144807: Butyl citrate
185
129
5000 HREURN BN SO IR BN
19.60 19.80 20.00 20.20
259 m/z 57.10 29 .25%
ok L J VBT s e se
mz-> 0 §0 100 150 200 250 300 350 400 450 500
Abundance
185
129 HREURN SR SRR SRR B
55 19.60 19.80 20.00 20.20
5000 m/z 41.05 21.93%
87 156
O e e e e e e e e T
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #93159: Hexanedioic acid, bis(2-methylpropyl) ester
129 19.60 19.80 20.00 20.20
m/z 111.00 13.21%
185
5000 57
29 101 156
miz-> 0 50 100 150 200 250 300 350 400 450 500 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_G\DATA\BG070916\
Data File : BG022964.D

Acq On 9 Jul 2016 14:05

Operator : UM/SJ

Sample - H3936-08

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
3-Hexen-2-one 4.61 59.3 ng 1925860 1 8.15 649749 20.0
2-Pentanone, 4-hy... 5.22 62.1 ng 2018660 1 8.15 649749 20.0
2-Pentanone, 4-me... 6.31 12.8 ng 416048 1 8.15 649749 20.0
n-Hexadecanoic acid 18.42 2.6 ng 285184 4 17.55 2208940 20.0
Butyl citrate 19.82 9.8 ng 1236190 5 21.85 2536370 20.0
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