LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

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:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 5.120 384 388 396 rBV2 73008 133261 1.16% 0.268%
2 5.601 465 470 480 rBV 563909 965524 8.40% 1.943%
3 7.223 740 746 756 rBV 401678 752612 6.55% 1.515%
4 7.587 801 808 822 rBVY 1078499 1883738 16.38% 3.791%
5 8.051 878 887 893 rBV 206156 351161 3.05% 0.707%
6 8.380 933 943 955 rBV 815964 1473640 12.82% 2.966%
7 9.238 1081 1089 1101 rBV 827819 1552543 13.50% 3.125%
8 10.207 1246 1254 1255 rBV2 68712 123632 1.08% 0.249%
9 10.219 1255 1256 1264 rVB3 71932 118241 1.03% 0.238%
10 10.888 1363 1370 1380 rBvV 278308 531058 4.62% 1.069%

11 11.722 1503 1512 1522 rBV 240523 534739 4._.65% 1.076%
12 12.703 1673 1679 1693 rBV2 48468 138226 1.20% 0.278%
13 13.009 1725 1731 1741 rBV2 167280 305021 2.65% 0.614%
14 13.338 1780 1787 1797 rVB 2478753 3744477 32.57% 7.537%
15 14.172 1924 1929 1936 rVB 161797 234990 2.04% 0.473%

16 14.724 2016 2023 2030 rBV 560576 891424 7.75% 1.794%
17 15.141 2087 2094 2101 rBv2 222357 366658 3.19% 0.738%
18 16.228 2272 2279 2294 rBV 2647794 4128343 35.91% 8.309%
19 16.440 2310 2315 2324 rVB 245078 407715 3.55% 0.821%
20 16.528 2324 2330 2339 rBvV 657908 1151399 10.01% 2.317%

21 16.727 2359 2364 2371 rBV2 66021 132363 1.15% 0.266%
22 17.491 2488 2494 2500 rBV 801301 1180470 10.27% 2.376%
23 17.755 2531 2539 2546 rBV 248366 394634 3.43% 0.794%
24 18.366 2638 2643 2650 rBV 240100 369493 3.21% 0.744%
25 18.437 2652 2655 2664 rVB 119919 192106 1.67% 0.387%

26 19.107 2765 2769 2776 rBV2 105007 178442 1.55% 0.359%
27 19.635 2854 2859 2867 rBV 271802 440468 3.83% 0.887%
28 20.105 2933 2939 2946 rBV 4730084 6202980 53.95% 12.485%
29 20.628 3024 3028 3036 rBV3 199155 395010 3.44% 0.795%
30 20.781 3050 3054 3063 rVB 366282 469838 4_.09% 0.946%

31 20.875 3064 3070 3075 rBV 9784278 11497897 100.00% 23.142%
32 21.145 3112 3116 3121 rVB6 74329 123395 1.07% 0.248%
33 21.215 3124 3128 3130 rVVv2 90405 130739 1.14% 0.263%
34 21.245 3130 3133 3137 rVB 158672 187735 1.63% 0.378%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

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

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.374 3149 3155 3160 rBV2 109025 224390 1.95% 0.452%

36 21.439 3160 3166 3170 rVB 160501 285977 2.49% 0.576%
37 21.503 3171 3177 3186 rBV 2533851 3692672 32.12% 7.432%
38 21.650 3197 3202 3206 rBV 214313 301095 2.62% 0.606%
39 21.797 3222 3227 3241 rVB 778980 1416788 12.32% 2.852%
40 22.108 3275 3280 3288 rBV3 134597 297258 2.59% 0.598%

41 22.972 3422 3427 3434 rBV2 312614 532367 4.63% 1.072%
42 25.140 3788 3796 3807 rVB2 438350 1249516 10.87% 2.515%

Sum of corrected areas: 49684035
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG024007.D
8000000
6000000
4000000
2000000
5 60 721% 8.38 9.24
i 512 | : A 8.05 | 1022 1(3\89 11.72 12
e L B e LA e e o L L N e e
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 1100 11.50 12.00 1250
Abundance TIC: BG024007.D
20.87
8000000
6000000
20.11
4000000
13.34 16.23
2000000
17.49
14.72 16.53
) 19.64 -
por|| sy dew o iSfers |17 igm wen 1900 | o8l mu
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: BG024007.D
8000000
6000000
4000000
2000000
2297 25.14
o A
B B e e T s B e e e L B e BRI B e e i o
Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 8

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

5.12 7.59 ng 133261 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Dimethadione 129 C5H7NO3 000695-53-4 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 3-0Octanol 130 C8H180 000589-98-0 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 16

Abundance Scan 388 (5.120 min): BG024007.D (-384) (-) m/z 43.05 100.00%
a3
5000
1 480 5.00 5.20 5.40
o,....,'..7.7.,|....,...."]0?...,2]‘3.7..,....,....,...‘.“}8..4?2. m/z 59.05 63.24%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 reprrrTrTrrT Tt T T

480 5.00 520 5.40
m/z 58.05  20.04%

‘ 101
0 al b ]
A T T T T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
4.80 5.00 5.20 5.40
5000 m/z 101.00 18.50%
129
15 70
O T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8344: 3-Hexanol, 4-methyl-
59 4.80 5.00 5.20 5.40
m/z 40.05 10.69%
5000
31
N 87
AT
L o o L A o LN e o o R REREEEEE RS RSy
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.59 Concentration Rank 2

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

7.59 107.29 ng 1883740 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 10
4 Cvclopropanamine. 1-phenvl- 133 C9H1IN 1000351-26-2 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 809 (7.593 min): BG024007.D (-801) (-) m/z 132.05 100.00%
132
68
5000
40 916 1 210 - s 720 740 7.60 7.80 8.00
0 bl 2o 20 896 A5 ‘m/z 68.05 58.54%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 R L S R
7.20 7.40 7.60 7.80 8.00
m/z 66.05 46.15%

14 39 6'“3 104
O 1= 1 T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132

7.20 7.40 7.60 7.80 8.00

5000 63 m/z 134.05 33.50%
31 88
bl A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-  RE R R
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 28 .66%

5000 67
| Jl 103
L

m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.22 4.45 ng 118241 Naphthalene-d8 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 53
2 5-Hexenoic acid 114 C6H1002 001577-22-6 45
3 Tridecanoic acid 214 C13H2602 000638-53-9 45
4 Acetvlcysteine 163 C5H9NO3S 000616-91-1 38
5 Hydrazinecarbothioamide, 2-cyclo... 157 C6H11N3S 007283-39-8 38
Abundance Scan 1256 (10.219 min): BG024007.D (-1255) (-) m/z 60.05 100.00%
5000
7 LI e i
355381 424 463 517 10.00 10.20 10.40 10.60
0! m/z 41.05 74 .75%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20839: Octanoic acid
60
5000{ o7
10.00 10.20 10.40 10.60
‘ 101 m/z 73.05 66.27%
Ol Iwmlw“ ‘:‘:“H‘ul‘u‘uulﬁﬁu|||||||||||||||||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
10.00 10.20 10.40 10.60
5000 m/z 55.05 58.29%
96
L s B L WAL WL WL I WL L W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72648: Tridecanoic acid
78 10.00 10.20 10.40 10.60
m/z 43.05 54 _.49Y%
43
5000
129 -
214
i
L O e — A
miz--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Nonanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.72 20.14 ng 534739 Naphthalene-d8 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 78
2 n-Decanoic acid 172 C10H2002 000334-48-5 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 56
4 Hexanoic acid 116 C6H1202 000142-62-1 53
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 50

Abundance Scan 1512 (11.722 min): BG024007.D (-1503) (-) m/z 60.00 100.00%

—

5000
g7 1° 11.40 11.60 11.80 12.00
o m.ﬂ.h,.l.tl‘.”, A5 a4 398 435 416 Lo 73.05  85.14Y%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30178: Nonanoic acid
60
5000 LA L L L L L L BB
11.40 11.60 11.80 12.00
29 115 m/z 41.00 52.00%
87
RS
o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
60
11.40 11.60 11.80 12.00
5000 m/z 55.05 47 .30%
129
29
87 172
O T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #72646: Tridecanoic acid
43 73 11.40 11.60 11.80 12.00
m/z 57.05 47 .03%
5000
129
214
’ \MQJK { ‘\ 1 |\\171‘ ‘\
O L B o o e o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Phthalic anhydride Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.70 5.21 ng 138226 Naphthalene-d8 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 74
2 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 72
3 Ninhvdrin 178 C9H604 000485-47-2 64
4 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 56
5 1H-Isoindole-1,3(2H)-dione, 2-(2... 201 C11H7NO3 004616-63-1 56
Abundance Scan 1678 (12.698 min): BG024007.D (-1673) (-) m/z 104.05 100.00%
76 104
5000 50 /\R¥
1]‘8 23 o7 326 g a7 12.40 12.60 12.80 13.00
O e a2 T L L e e m/z 76.05 88.88%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #23154: Phthalic anhydride
104
76
5000 50 148
12.40 12.60 12.80 13.00
m/z 50.05 38.13%
OI'?QLW”M'IM"'i”"I'"'I”"I""I”"I""I”"
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
® 104
50 12.40 12.60 12.80 13.00
5000 m/z 74.05 24 .51%
132
26
L S U L L UL UL UL WL s
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #44594: Ninhydrin
76 104 12.40 12.60 12.80 13.00
m/z 105.05 16.04%
5000 50
132
mz-> 0 50 100 150 200 250 300 350 400 450 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 8 n-Decanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.01 6.84 ng 305021 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 56
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 45

Abundance Scan 1731 (13.009 min): BG024007.D (-1725) (-) m/z 73.00 100.00%
41
5000 129
101 172 12.60 12.80 13.00 13.20 13.40
ol M | 320172 207 249 295317 369395 ' /77 60.05  93.35%
m/z--> 50 100 150 200 250 300 350
Abundance #39469: n-Decanoic acid
60
5000 LRI RS SRR SURLN B
129 12.60 12.80 13.00 13.20 13.40
29 a7 m/z 41.05 65.65%
172
0....| .M.”}Q.M.E.‘l..‘..luuuu —
m/z--> 50 100 150 200 250 300 350
Abundance
73
43
12.60 12.80 13.00 13.20 13.40
5000 m/z 55.05 53.36%
129
185 228
97
166
L L L W UL L WAL
m/z--> 50 100 150 200 250 300 350
Abundance #72648: Tridecanoic acid
3 12.60 12.80 13.00 13.20 13.40
m/z 43.05 49 .26%
43
5000
129 -
. ‘98 \ 214
o Wi ldse [ L ) S
m/z--> 50 100 150 200 250 300 350 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.14 8.23 ng 366658 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 94
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 53

Abundance Scan 2094 (15.141 min): BG024007.D (-2087) (-) m/z 73.05 100.00%

5000

14.80 15.00 15.20 15.40

517

200 237 281

343 377 411

460

0! m/z 60.05 86.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61123: Dodecanoic acid
73
129
43 200
5000 157 LB LA
14.80 15.00 15.20 15.40
101 m/z 41.05 65.63%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
T P T T T
14.80 15.00 15.20 15.40
5000 m/z 43.05 63.39%
29 129
87
157 186
Oy e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72643: Tridecanoic acid L B AR e
14.80 15.00 15.20 15.40
m/z 55.00 57 .53%
- qum-4~¢/4MwNjL“kaﬁ~¢mvv~xw
o’ R abucitin L M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 10 Benzenesulfonamide, N,4-dim... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.44 6.91 ng 407715 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 81
2 Benzene. l1-methvl-2-nitroso- 121 C7H7NO 000611-23-4 53
3 Benzenesulfonamide. 4-methvl-N-a... 211 C10H13NO2S 050487-71-3 53
4 Benzeneacetaldehvde 120 C8H80 000122-78-1 47
5 Benzene, [(methylsulfonyl)methyl]- 170 C8H1002S 003112-90-1 47
Abundance Scan 2315 (16.440 min): BG024007.D (-2310) (-) m/z 91.05 100.00%
5000
121 155 185
16.20 16.40 16.60 16.80
o 228 276 332356 408 445 476 m/z 65.05 59 . 24%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91
5000
16.20 16.40 16.60 16.80
30 65 121 155 185 m/z 92.05 21.42%
Ol”'tfﬂ'hV‘L'J"Ll"”l"'w"'w""w"'l”"
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
65 91
16.20 16.40 16.60 16.80
5000 m/z 185.05 20.31%
39 121
S A U L L UL WL WL I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #70017: Benzenesulfonamide, 4-methyl-N-allyl- A Loy
g1 16.20 16.40 16.60 16.80
m/z 121.05 20.30%
5000 %6
155
120
o,...b,w.u..,u.i..u‘,[..l?.“,z.”...,....,....,....,....,....
miz--> 0 50 100 150 200 250 300 350 400 450 16.20 16.40 16.60 16.80

8270-BG083116.M Mon Sep 19 14:13:06 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 11 Isonitrosoacetophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.53 19.51 ng 1151400 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 53
2 Benzoic acid. ethvl ester 150 C9H1002 000093-89-0 47
3 Benzeneacetic acid. .alpha.-oxo-... 178 C10H1003 001603-79-8 47
4 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 47
5 1,2,4-Triazine-3,5(2H,4H)-dione, ... 249 C10H7N303S 024168-34-1 47
Abundance Sd():an 2330 (16.528 min): BG024007.D (-2324) (-) m/z 105.05 100.00%
105
77
5000
i 149 o 0 Toag 1o
180 : : : :
o,....],1'...'.,..1..5..=.,???.2}“3.8..2?1....3??.3?.2,....4??...,..“3.3.6, m/z 77.05 58.97%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23514: Isonitrosoacetophenone
105
77
5000
16.20 16.40 16.60 16.80
m/z 45.05 20.59%
149
ol 16 J
mz> 0 éo 100 150 200 250 300 350 400 450 500
Abundance
105
16.20 16.40 16.60 16.80
5000 77 m/z 51.00 17.15%
150
oL 15 50
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43625: Benzeneacetic acid, .alpha.-oxo-, ethyl ester
105 16.20 16.40 16.60 16.80
m/z 44.05 14.88%
5000 4
29
o y 150178
mz-> 0 50 100 150 200 250 300 350 400 450 500 16.20 16.40 16.60 16.80

8270-BG083116.M Mon Sep 19 14:13:07 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 12 1,2-Benzenedicarboxylic aci... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.76 6.69 ng 394634 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 87
2 Dibutvl phthalate 278 C16H2204 000084-74-2 78
3 Phthalic acid. isobutvl phenvl e... 298 C18H1804 1000314-88-0 72
4 Phthalic acid. butvl 4-methoxvph... 328 C19H2005 1000309-87-3 72
5 Phthalic acid, butyl 2-methylphe... 312 C19H2004 1000314-95-2 72
Abundance Scan 2540 (17.761 min): BG024007.D (-2531) (-) m/z 148.95 100.00%
149
5000
T 16 100 17120 1750 750 o0
3 223 : : :
ol i.l, Ll 122 |07 205707242 267 208 341 369 | “ns7 57.05  18.20%
m/z--> 50 100 150 200 250 300 350
Abundance #125896: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149
5000 L BN R SUNILN UL
17.40 17.60 17.80 18.00
57 m/z 149.95 11.88%
oL Mhp 167 0223
m/z--> 50 100 150 200 250 300 350
Abundance
149
17.40 17.60 17.80 18.00
5000 m/z 104 .05 11.55%
. 41 76 10419y 167 205223 278
m/z--> " 50 100 150 200 250 300 350
Abundance #142917: Phthalic acid, isobutyl phenyl ester T T P T
149 17.40 17.60 17.80 18.00
m/z 41.05 11.34%
5000
57 94 205225
oL, [ ] 121 | |
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00

8270-BG083116.M Mon Sep 19 14:13:08 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 13 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.37 6.26 ng 369493 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Octadecanoic acid 284 C18H3602 000057-11-4 49

Abundance Scan 2644 (18.372 min): BG024007.D (-2638) (-) m/z 73.00 100.00%

5000
213

256 18.00 18.20 18.40 18.60
345 417

0 291 m/z 60.05 84.96%

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #107549: n-Hexadecanoic acid

6

157185

5000 |||||||||||||||||||
18.00 18.20 18.40 18.60
0
15715213 256 m/z 43.05 78 .74%
01
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
L R B
3 18.00 18.20 18.40 18.60
so00l 2 129 m/z 41.10 76.22%
185
228
101 157
ol L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid AL B o
43 73 18.00 18.20 18.40 18.60
m/z 57.05 63.14%
5000
J 129 171 214
oL WPﬂ.{w.....M.. AN Al S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60

8270-BG083116.M Mon Sep 19 14:13:09 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 14 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.64 7.46 ng 440468 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 2860 (19.641 min): BG024007.D (-2854) (-) m/z 73.05 100.00%
43
5000
284 T T T
19.40 19.60 19.80 20.00
oy 333300 m/z 43.05 86.72%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid
43 73
5000 129 R AN SN BN SUR
19.40 19.60 19.80 20.00
o 185 5, 284 m/z 55.05 75.73%
0 :.I'S.‘. HI “Mlhl ‘.‘];5‘.7.‘ .“. \Iz}?\l - L N
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
73 "' 10/40 1960 19.80 20.00
0
5000 o84 m/z 60.05 75.08%
129
98 185
. 157 213241 311 372
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #107549: n-Hexadecanoic acid
19.40 19.60 19.80 20.00
m/z 41.05 60.41%
5000
157 185 213 256
0 e L S,
miz--> 0 50 100 150 200 250 300 350 400 450 19.'40 19.I60 19.I80 20.'00

8270-BG083116.M Mon Sep 19 14:13:10 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 15 Hexaethylene glycol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.63 5.58 ng 395010 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-T2-T2-T2-12-T2-T2-T2-(2-Hvd... 458 C20H42011 1000352-12-6 72
2-T2-12-1T2-12-12-12-12-(2-Hvdrox... 414 C18H38010 1000352-12-5 72
3 Hexaethvlene alvcol 282 C12H2607 002615-15-8 72
4 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 72
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet. .. 370 C16H3409 005117-19-1 72
Abundance Scan 3028 (20.628 min): BG024007.D (-3024) (-) m/z 45.00 100.00%
45
89
5000

20.40 20.60 20.80 21.00
m/z 89.00 57.70%

ok 138 171 207 255282 312342371 415442 480506

i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy ..

89

5000
133 20.40 20.60 20.80 21.00

m/z 57.05 49.64%

19 || ] ‘ L1 YT 221051 283309 339 371 415

oA A A b P R PR S O A
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance

45

89 20.40 20.60 20.80 21.00
5000 m/z 43.05 47.71%

133
o190 177 207 239265 295 327 371
R
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance :

#128697: Hexaethylene glycol
20 40 20.60 20.80 21.00
m/z 71.05 28.30%

5000
133
0 163 209 252283

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20 40 20.60 20.80 21.00

8270-BG083116.M Mon Sep 19 14:13:11 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 16 Ethanol, 2-butoxy-, phospha... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.87 162.31 ng 11497900 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 90
2 Furan. tetrahvdro-2.5-dimethvl- 100 C6H120 001003-38-9 12
3 Hexadecane 226 Cl16H34 000544-76-3 11
4 Butane. 1.1"-Tethvlidenebis(oxv)... 174 C10H2202 000871-22-7 10
5 Di-sec-butyl ether 130 C8H180 006863-58-7 10
Abundance Scan 3069 (20.869 min): BG024007.D (-3064) (-) m/z 57.15 100.00%
g7
5000 8 125
199227 T T T T
155 | 299 20,60 20.80 21.00 21.20
255 : : : :
I e} ,Il il A 125 TUar63%5 309420 as2 o TUEE 05 60.83%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210990: Ethanol, 2-butoxy-, phosphate (3:1)
57
85
5000 125 TTT TTTT L LR TTTT
20,60 20.80 21.00 21.20
153 199 m/z 45.05 60.78%
i1 W RN T
DS H e 223 325355 30
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
85 20,60 20.80 21.00 2120
5000 m/z 85.05 52 .52%
29
A S S I L B B I B S S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83023: Hexadecane L e
20.60 20.80 21.00 21.20
m/z 124.90 45.77%
5000

113141169197 226
mz-> 0 50 100 150 200 250 300 350 400 450 500 2060 20,80 21.00 21 20

8270-BG083116.M Mon Sep 19 14:13:12 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 17 unknown21.44 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
21.44 4.04 ng 285977 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Propanol. 2-I2-(benzovloxv)pro... 342 C20H2205 020109-39-1 39

2 Glvoxvlamide. N-phenvl- 163 C9HINO2 032331-52-5 28
3 Methvl 3.5.5-trimethvlhexvl phth... 306 C18H2604 1000373-81-4 17
4 Cvclohexvl methvl phthalate 262 C15H1804 1000373-81-3 17
5 Hexyl methyl phthalate 264 C15H2004 1000373-89-7 17
Abundance Scan 3166 (21.439 min): BG024007.D (-3160) (-) m/z 105.05 100.00%
195
163
5000 77
A
51 207 21.20 21.40 21.60 21.80
O e 320 236, 281307 331 384 417 474503 | 77 163.00  58.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoate
105
163
5000 R BN BN SURSE B
77 21.20 21.40 21.60 21.80
m/z 77.00 37.85%
0 “‘Sl‘l“l‘ﬂ35|“2|?7242|34?|||
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
120 163

21.20 21.40 21.60 21.80
m/z 206.95 8.67%

-ttt rr—rr-

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #149573: Methyl 3,5,5-trimethylhexy| phthalate T
163 21.20 21.40 21.60 21.80
m/z 51.05 6.99%
5000
57
29 7,92 135 | | 208 250 291
Ottt b P e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80

8270-BG083116.M Mon Sep 19 14:13:13 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 18 Diethylene glycol dibenzoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.50 52.13 ng 3692670 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 78
2 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13NO0O5 1000368-92-7 78
3 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 74
4 1-Triazene. 3.3-dimethvl-1-phenvl- 149 C8H11N3 007227-91-0 64
5 2,2"-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
Abundance SCd)an 3176 (21.497 min): BG024007.D (-3171) (-) m/z 105.05 100.00%
105
77 149
5000
A
51
21.20 21.40 21.60 21.80
O rrfer e 179207 239 281 318343 401 479 m/z 149.05 66.44%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #156211: Diethylene glycol dibenzoate
105
149
5000 77 AU UL IR
21.20 21.40 21.60 21.80
51 m/z 77.00 59.57%
| | | 179207 238 283 314

0
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
105 149
R A
77 21.20 21.40 21.60 21.80
5000 m/z 51.00 13.19%
51
0 27 211 287
e e L B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzoate
105 149 21.20 21.40 21.60 21.80
m/z 106.05 8.50%
5000
7
ol 27 SL 1y | | 175 209236 267
e i s B e B
m/z--> 0 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80

8270-BG083116.M Mon Sep 19 14:13:14 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091616\
Data File : BG024007.D

Aca On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample : H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 20 1,4-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.97 7.52 ng 532367 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 53
2 Terephthalic acid. 3-methvlbut-2... 348 C21H3204 1000356-27-6 47
3 Terephthalic acid. di(4-octvl) e... 390 C24H3804 1000323-74-2 38
4 l1sophthalic acid. di(4-octvl) ester 390 C24H3804 1000344-04-3 38
5 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 35
Abundance Scan 3427 (22.972 min): BG024007.D (-3422) (-) m/z 70.05 100.00%
70
149 261
5000 112
41 I {
208 22.60 22.80 23.00 23.20
ol .-.||,- L o .?,s el b 300 356385416 458 818549 | /57149.00  69.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261
149
70
5000 112
22.60 22.80 23.00 23.20
L L m/z 261.15 66.73%
o \‘M‘J\ \H - 80207 91 333361389
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
261
22,60 22.80 23.00 23.20
5000 70 m/z 57.05 42 .72%
149
. 43 | 104 176 219
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207685: Terephthalic acid, di(4-octyl) ester L A RS
261 22.60 22.80 23.00 23.20
m/z 112.10 39.16%
167
5000
112
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20

8270-BG083116.M Mon Sep 19 14:13:15 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091616\
Data File : BG024007.D

Acq On : 16 Sep 2016 23:48

Operator : UM/SJ

Sample - H4813-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.12 7.6 ng 133261 1 8.05 351161 20.0
unknown? .59 7.59 107.3 ng 1883740 1 8.05 351161 20.0
Octanoic acid 10.22 4.5 ng 118241 2 10.89 531058 20.0
Nonanoic acid 11.72 20.1 ng 534739 2 10.89 531058 20.0
Phthalic anhydride 12.70 5.2 ng 138226 2 10.89 531058 20.0
n-Decanoic acid 13.01 6.8 ng 305021 3 14.72 891424 20.0
Dodecanoic acid 15.14 8.2 ng 366658 3 14.72 891424 20.0
Benzenesulfonamid... 16.44 6.9 ng 407715 4 17.49 1180470 20.0
Isonitrosoacetoph... 16.53 19.5 ng 1151400 4 17.49 1180470 20.0
1,2-Benzenedicarb... 17.76 6.7 ng 394634 4 17.49 1180470 20.0
n-Hexadecanoic acid 18.37 6.3 ng 369493 4 17.49 1180470 20.0
Octadecanoic acid 19.64 7.5 ng 440468 4 17.49 1180470 20.0
Hexaethylene glycol 20.63 5.6 ng 395010 5 21.80 1416790 20.0
Ethanol, 2-butoxy... 20.87 162.3 ng 11497900 5 21.80 1416790 20.0
unknown21.44 21.44 4.0 ng 285977 5 21.80 1416790 20.0
Diethylene glycol... 21.50 52.1 ng 3692670 5 21.80 1416790 20.0
1,4-Benzenedicarb... 22.97 7.5 ng 532367 5 21.80 1416790 20.0
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