LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060915\
Data File : BG017586.D

Acq On : 10 Jun 2015 00:21

Operator : TP/1Z

Sample - G2556-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG060315.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 height area % max. total

4.669 334 337 345 rvB2 10594 15739 1.16% 0.273%
5.163 416 421 431 rBvV 137935 206309 15.15% 3.582%
rBv 82178 131009 9.62% 2.275%
7.114 746 753 763 rBV 261580 411956 30.26% 7.152%
7.566 825 830 839 rvB 65524 102429 7.52% 1.778%
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7.889 879 885 896 rvB 247883 375779 27.60% 6.524%
8.735 1022 1029 1037 rBV 202240 322028 23.65% 5.591%
rBv 71907 127947 9.40% 2.221%
12.860 1724 1731 1743 rVB 474576 696593 51.16% 12.094%
14.246 1962 1967 1974 rBV2 105706 165684 12.17% 2.877%
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11 15.745 2216 2222 2232 rBV 485833 675618 49.62% 11.730%
12 16.996 2429 2435 2443 rBV2 167131 236641 17.38% 4_.109%
13 17.907 2585 2590 2598 rBV 63339 92320 6.78% 1.603%
14 19.194 2806 2809 2816 rBV3 45015 58717 4_.31% 1.019%
15 19.640 2879 2885 2892 rBV 1258142 1361518 100.00% 23.639%

16 20.921 3099 3103 3108 rBV7 14674 25455 1.87% 0.442%
17 21.197 3145 3150 3157 rVB 257545 334379 24 .56% 5.806%
18 23.412 3519 3527 3533 rBv2 171830 323097 23.73% 5.610%

19 24.646 3732 3737 3738 rBV4 9922 13693 1.01% 0.238%
20 26.879 4110 4117 4125 rBvV6 26556 82729 6.08% 1.436%
Sum of corrected areas: 5759640
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_G\DATA\BG060915\
BGO17586.D

10 Jun 2015 00:21

TP/1Z

G2556-01

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

L

TIC: BG017586.D

7.11 7.89
8.74

5.16
6.78 7.57 10.36

wor | i

0
Time-->

I
300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BG017586.D
19,64

12.86 15.74

17.00
14.25

17.91 19.19

0
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BG017586.D

21.20
23.41

20.92 24.65 26.88

Time-->

21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060915\
Data File : BG017586.D

Acq On : 10 Jun 2015 00:21

Operator : TP/1Z

Sample - G2556-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 unknown4._.67 Concentration Rank 6

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

4._.67 3.07 ng 15739 1,4-Dichlorobenzene-d4 7.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 28
3 trans-2-Chlorovinylacetate 120 C4H5CI102 1000288-27-5 9
4 1,3-Dioxolane-4-methanol, 2,2-di... 132 C6H1203 000100-79-8 9
5 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 9

Abundance Scan 337 (4.669 min): BG017586.D (-334) (-) m/z 43.00 100.00%
43
5000
59
101
83 204 230 440 4.60 4.80 5.00
o m/z 59.00 32 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3955: 2,3-Butanedione, monooxime
43
5000 A AR LA AR R
440 4.60 4.80 5.00
101 m/z 100.90 16.52%
15 31 | 58 70 g6
m/z--> 20 45 60 80 100 120 140 160 180 200 220
Abundance
43
440 460 480 500
5000 m/z 49.00 15.39%
58
28 g3 101
S R S I R WS S B S L LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8912: trans-2-Chlorovinylacetate R e L R ma
43 440 4.60 4.80 5.00
m/z 42.00 12 _.35%
5000
61 78 120
0 ~-|~--ﬁ”-w--~H-~-|~--%--w--n RS AN SRAEY SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060915\
Data File : BG017586.D

Acq On : 10 Jun 2015 00:21

Operator : TP/1Z

Sample - G2556-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 unknown7.11 Concentration Rank 1

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

7.11 80.44 ng 411956 1,4-Dichlorobenzene-d4 7.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14
3 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 11
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 752 (7.108 min): BG017586.D (-746) (-) m/z 132.00 100.00%
5000 68
40 L UL LI AL LR
75 96 103 6.80 7.00 7.20 7.40
N I 12 A SEL | eSSl Tm/z 68.00  41.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R U L L L
6.80 7.00 7.20 7.40
21 70 m/z 66.00 39.24%
. ;45 0 7 8 | 105 116
iz % 3 A 0 8 70 8 9 180 10 1% 10 140
Abundance
132
S AR RARAN AR AR
6.80 7.00 7.20 7.40
5000 67 m/z 134.00 29.87%
44 59 76 103
G R AN A A RS RS LA RS RS SN AN SRR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13915: Benzene, 1,2,4-trifluoro- R R e R
132 6.80 7.00 7.20 7.40
m/z 69.10 23.12%
5000
63 81
0 3\1 38 5\0 . \\‘ 1 ‘ 8\8 101 1:}2 |
iz % 30 4 0 8 70 8 9 18 1o 1% B0 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060915\
Data File : BG017586.D

Acq On : 10 Jun 2015 00:21

Operator : TP/1Z

Sample - G2556-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.91 7.80 ng 92320 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50
Abundance Scan 2591 (17.913 min): BG017586.D (-2585) (-) m/z 43.10 100.00%
B 160 -3
5000
17.60 17.80 18.00 18.20
0 m/z 41.00 96.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000
17.60 17.80 18.00 18.20
m/z 55.10 95.62%
. ‘mHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
60 73
43 17.60 17.80 18.00 18.20
5000 m/z 60.00 81.85%
129
29 87 115 171185 214
ol 15 101 152 198
m/z--> 25 Jo éo 85 160 150 150 160 1éo 200 220 250 2éo
Abundance #75071: Tetradecanoic acid
60 78 17.60 17.80 18.00 18.20
43 m/z 73.00 78.09%
5000 129
185 228
115
Ll e s Ty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060915\
Data File : BG017586.D

Acq On : 10 Jun 2015 00:21

Operator : TP/1Z

Sample - G2556-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.19 3.51 ng 58717 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 50
4 Lactose 342 C12H22011 000063-42-3 35
5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 22
Abundance Scan 2808 (19.188 min): BG017586.D (-2806) (-) m/z 41.00 100.00%
5000 129
97 185 241 284 Lca AL
| | 213 | 325 448 18.80 19.00 19.20 19.40 19.60
o “ L nhal i Tm/z 43.10 98.21%
m/z--> 150 200 250 300 350 400 450
Abundance #108843: Octadecanoic acid

43
5000 | BNLNLL I BN L L LB B
18.80 19.00 19.20 19.40 19.60
say 284 m/z 60.00 74.40%
0 15 | MM ‘157\ | \213\ ‘ . ‘\
oot bt W PR S

m/z--> 15 200 250 300 350 400 450
Abundance
73
43
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 55.05 73.86%
185
97 228
15 157
O LA A e e e o B LA e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 18.80 19.00 19.20 19.40 19.60
m/z 73.00 65.38%
73
5000 284
M 97 129
185 213 241
oLl ..VH A e e
m/z--> 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060915\
Data File : BG017586.D

Acq On : 10 Jun 2015 00:21

Operator : TP/1Z

Sample - G2556-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 6 tri(2-Ethylhexyl) trimellitate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26.88 5.12 ng 82729 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tri(2-Ethylhexyl) trimellitate 546 C33H5406 003319-31-1 72
2 BH-Chromeno[4,3-d]pyrimidin-5-on... 305 C17H11N303 038370-06-8 43
3 1H-Pyrrole-3-carboxylic acid, 2-... 305 C20H19NO2 003274-64-4 43
4 8H-Benzo[g]-1,3-benzodioxolo[6,5... 305 C18H11NO4 003912-57-0 43
5 2,5-Bis(4-methoxyphenyl)-imidazo... 305 C18H15N302 189453-70-1 43

Abundance Scan 4117 (26.879 min): 36017586.3(-4110) ) m/z 305.10 100.00%
305
57
193
5000
113 147 U AR SR B
223 , 281 07 435 26.60 26.80 27.00 27.20
0 o1 m/z 57.00 67.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #170931: tri(2-Ethylhexyl) trimellitate
305
57
5000
193 26.60 26.80 27.00 27.20
g3 113 m/z 193.00 55.34%
KN J | yts, I T A ol
m/z--> 50 100 150 200 250 300 350 400
Abundance
305
26,60 26.80 27.00 27.20
5000 m/z 43.05 38.96%
277

39 63 91 120 153 187 003 251

I
m/z--> 50 100 150 200 250 300 350 400
Abundance #120287: 1H-Pyrrole-3-carboxylic acid, 2-methyl-4,5-diphen... N EBEEEEEE S S
5 26.60 26.80 27.00 27.20

m/z 71.10 32.87%

5000

m/z--> 50 100 150 200 250 300 350 400 26.60 26.80 27.00 27.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060915\
Data File : BG017586.D

Acq On : 10 Jun 2015 00:21

Operator : TP/1Z

Sample - G2556-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.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]
unknown4 .67 4._67 3.1 ng 15739 1 7.57 102429 20.0
unknown7 .11 7.11 80.4 ng 411956 1 7.57 102429 20.0
n-Hexadecanoic acid 17.91 7.8 ng 92320 4 17.00 236641 20.0
Octadecanoic acid 19.19 3.5 ng 58717 5 21.20 334379 20.0
tri(2-Ethylhexyl) ... 26.88 5.1 ng 82729 6 23.41 323097 20.0
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