LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG090816\

Data File : BG023965.D

Acg On : 8 Sep 2016 12:08 Instrument :
Operator : UM/SJ BNA_G

Sample - H4680-27 ClientSampleld :
Misc : BH-20-12-15FT
ALS Vial : 3 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-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 height area % max. total
1 2.973 18 23 38 rvB 3459381 5083827 100.00% 16.000%
2 5.176 393 398 406 rBvY 179750 295601 5.81% 0.930%
3 5.658 474 480 491 rBvV 928544 1599828 31.47% 5.035%
4 7.279 749 756 772 rBV 1053173 1953400 38.42% 6.148%
5 7.644 811 818 830 rBV 1003863 1762996 34.68% 5.549%
6 8.114 892 898 908 rvB2 161603 272784 5.37% 0.859%
7 8.437 946 953 964 rBVY 669204 1215234 23.90% 3.825%
8 9.294 1092 1099 1112 rBV 677125 1237835 24.35% 3.896%
9 10.951 1372 1381 1393 rBV 211440 411379 8.09% 1.295%
10 13.395 1787 1797 1807 rBV 1786632 2907525 57.19% 9.151%

11 14.223 1932 1938 1946 rBV 1018825 1476031 29.03% 4.645%
12 14.781 2027 2033 2040 rVB2 408065 682344 13.42% 2.148%
13 15.592 2167 2171 2175 rVB2 46572 58485 1.15% 0.184%
14 16.279 2281 2288 2303 rBV 2016871 3240834 63.75% 10.200%
15 16.455 2314 2318 2328 rVB3 55342 113301 2.23% 0.357%

16 17.254 2449 2454 2458 rBV 66415 76629 1.51% 0.241%
17 17.542 2497 2503 2509 rBV 600273 939220 18.47% 2.956%
18 17.900 2555 2564 2573 rBVS8 57961 166547 3.28% 0.524%
19 17.994 2576 2580 2586 rVB2 60558 85860 1.69% 0.270%
20 18.405 2646 2650 2659 rBV5 77407 133787 2.63% 0.421%

21 18.687 2695 2698 2704 rBV2 45677 71643 1.41% 0.225%
22 19.257 2791 2795 2802 rBV2 265640 529419 10.41% 1.666%
23 20.144 2940 2946 2951 rBV 3771290 4948856 97.35% 15.575%
24 20.420 2988 2993 2997 rBV5 71159 114352 2.25% 0.360%
25 20.761 3047 3051 3059 rVB2 86639 126948 2.50% 0.400%

26 20.879 3068 3071 3074 rvv2 121150 131459 2.59% 0.414%
27 21.443 3165 3167 3179 rVB2 58355 137012 2.70% 0.431%

28 21.854 3231 3237 3247 rBV2 633760 1067661 21.00% 3.360%
29 25.243 3805 3814 3824 rVB 324881 933063 18.35% 2.937%

Sum of corrected areas: 31773860
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\

Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

a?ggle i H4680-27 BH-20-12-15FT
ALS Vial : 3 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

Abundance TIC: BG023965.D

3500000 2.97

3000000
2500000
2000000

1500000

7.28
1000000 5.66 7.64

8.44 9.29

500000
5.18 8.11 10.95

R I e o L L e L

Time--> 3.00 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 8.50 900 950 10.00 10.50 1100 1150 1200 1250
Abundance TIC: BG023965.D

20114
3500000

3000000

2500000

16.28

2000000 13.39

1500000

14.22

1000000 01 85
17.54

500000 14.78 19.26

Fe88 A
15.59 6.46  17.25| 117009 18.418.69 20.42676° 21,44
L e e I R B e e e e B T e B e T T S S

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: BG023965.D

.

3500000
3000000
2500000
2000000
1500000
1000000
500000 25.24

I\

e

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\BG090816\
Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

Sample : H4680-27

Misc :

ALS Vial : 3 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

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 unknown2.97 Concentration Rank 1

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

2.97 372.74 ng 5083830 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
3 Methyl glyoxal 72 C3H402 000078-98-8 9
4 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 22 (2.968 min): BG023965.D (-18) (-) m/z 73.00 100.00%
7B
| 7“IX¥WW“TW“TW“TWﬁT
5000
2.90 3.00 3.10 3.20 3.30 3.40
el 205219 260 317347 436 3% m/z 43.05 52.85%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
so00] 43
2.90 3.00 3.10 3.20 3.30 3.40
m/z 89.00 32.58%

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

43

-

2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 9._.95%

74

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

-

Abundance #627: Methyl glyoxal
43 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 8.83%
5000
15
72
L L |
R o o o e e TR I o L o e o o S A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\
Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

Sample : H4680-27

Misc :

ALS Vial : 3 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

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 4

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

5.18 21.67 ng 295601 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 25
3 1-Cyclohexylethanol, methyl ether 142 C9H180 1000365-12-8 17
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 399 (5.182 min): BG023965.D (-393) (-) m/z 43.05 100.00%
43
5000 jk
1 480 500 520 540 560
e S 150 170 216 286318 S BL 4 "m/z 59.05  67.20%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rprrrryrTrT T T T T T T A
4.80 500 520 5.40 5.60
m/z 101.05 18.89%
1F ‘ 1?1
|

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

—

Abundance
59
R R e AR )
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.05 14.58%
29
100
T T T T T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20044: 1-Cyclohexylethanol, methyl ether
59 4.80 5.00 5.20 5.40 5.60
m/z 41.05 7.29%
5000
2\‘9\\\&\\ 9\5 127
R o o o B e B e e o o o e
m/z--> 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 : Z:\HPCHEM1\BNA_G\DATA\BG090816\

Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

a?ggle i H4680-27 BH-20-12-15FT
ALS Vial : 3 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

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 unknown7.64 Concentration Rank 2

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

7.64 129.26 ng 1763000 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 18
2 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 817 (7.638 min): BG023965.D (-811) (-) m/z 132.05 100.00%
132
68
5000
40 96 I REREE Lemas e
7.40 7.60 7.80 8.00
l .|~,l. A 223 2355, 390 448 4% 1 Tm/z 68.05  61.31%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14505: 1H-Benzimidazole, 2-methyl-
132
5000 H UL L L I
7.40 7.60 7.80 8.00
63 m/z 66.05 46.14%
38 90
,‘,\\”\,‘\h\,ﬂ,M, N
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56 132
f\'l”"l”"l”"l”'
7.40 7.60 7.80 8.00
5000 m/z 134.05 33.73%
27 g1
mz> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52379: Tranylcypromine-propionyl e R B
57 132 7.40 7.60 7.80 8.00

m/z 69.05 29.66%

5000 98
il ) 158 189

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\

Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

a?ggle i H4680-27 BH-20-12-15FT
ALS Vial : 3 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

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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.41 ng 113301 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Eilcosane 282 C20H42 000112-95-8 80
3 Pentadecane 212 C15H32 000629-62-9 80
4 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 2319 (16.461 min): BG023965.D (-2314) (-) m/z 57.10 100.00%
57
5000
13 1620 16.40 16.60 16.80
134
3 L 20 281 392352 m/z 43.05 70.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59882: Tetradecane
57
5000 85 LR UL LN BRI UL
29 16.20 16.40 16.60 16.80
m/z 71.05 64 .16%
198
: |“| L‘ |“' ‘l\ I‘lew\‘ll:’\l\-3ullﬂill EI'GIgI : ‘l —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
16.20 16.40 16.60 16.80
5000 m/z 85.15 52.09%
85
29
113 141 169 197 225 253 282
m/z--> §o 160 1%0 260 250 360 3%0 460
Abundance #71393: Pentadecane
57 16.20 16.40 16.60 16.80
m/z 41.05 39.40%
5000 85
29
(1 I | Jl:‘l\-34141 169 212
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 3&1;0 4(')0 16.|20 16.I40 16.|60 16.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\
Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

Sample : H4680-27

Misc :

ALS Vial : 3 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

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 3-Undecene, 8-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.90 3.55 ng 166547 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Undecene, 8-methyl- 168 C12H24 1000061-84-4 70
2 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 64
3 1-Dodecene 168 C12H24 000112-41-4 52
4 3-Hexadecene, (2)- 224 C16H32 034303-81-6 52
5 3-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-8 52
Abundance Scan 2564 (17.900 min): BG023965.D (-2555) (-) m/z 57.05 100.00%
57

5000

17.60 17.80 18.00 18.20
m/z 69.05 84.00%

135 179
281

223 341369 415 486 541

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

Abundance #36775: 3-Undecene, 8-methyl-
55
5000 LA L L L L L L L L
84 17.60 17.80 18.00 18.20
o7 m/z 55.10 77 .48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69
Al R N RERRE
97 17.60 17.80 18.00 18.20
5000 m/z 41.05 71.76%
26
154 199 250
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36733: 1-Dodecene R R B
4 17.60 17.80 18.00 18.20
m/z 83.05 63.73%
5000 69
97
| | ] 126 168
I I o e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.60 17.80 18.00 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\

Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

a?ggle i H4680-27 BH-20-12-15FT
ALS Vial : 3 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

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 unknownl18.41 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.41 2.85 ng 133787 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
2 Tetradecanoic acid 228 C14H2802 000544-63-8 47
3 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 42
4 Nonanoic acid 158 C9H1802 000112-05-0 38
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 2651 (18.411 min): BG023965.D (-2646) (-) m/z 60.00 100.00%

5000

256

282310 359 501 5gg | | 18.00 18.20 18.40 18.60 18.80
m/z 73.05 90.55%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
6l
5000 129 | LI L L L B L L L

18.00 18.20 18.40 18.60 18.80
m/z 41.00 61.50%

157 185 213 256

m/z--> 50 50 200 250 300 350 400 450 500
Abundance
73
R R
18.00 18.20 18.40 18.60 18.80
5000 43 129 m/z 43.05 60.36%
185
228
101 157
N B B s B L W o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #125405: 12-Bromododecanoic acid RS BT B
60 18.00 18.20 18.40 18.60 18.80
m/z 55.05 50.73%
5000

g7 129 199
M l\h | 163 | 237 278

m/z--> 50 100 150 200 250 300 350 400 450 500 18 00 18. 20 18. 40 18 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\

Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

a?ggle i H4680-27 BH-20-12-15FT
ALS Vial : 3 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

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 Fumaric acid, 2-chloropropy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.26 11.27 ng 529419 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid, 2-chloropropyl tri... 374 C20H35CI04 1000348-57-1 90
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
3 Behenic alcohol 326 C22H460 000661-19-8 76
4 1-Eicosanol 298 C20H420 000629-96-9 76
5 1-Heneicosanol 312 C21H440 015594-90-8 76
Abundance Scan 2795 (19.257 min): BG023965.D (-2791) (-) m/z 55.05 100.00%
55
83
5000 J l
HURRUNARR SRR SN B
154 11 207 19.00 19.20 19.40 19.60
AL ,... LR, 252288 320356 A48 "m/z 69.05 81.69%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #199267: Fumaric acid, 2-chloropropyl tridecy! ester
55|83
117
5000 LN AR IUCLRR BN IR
193 19.00 19.20 1940 19.60
29 153‘ 281 m/z 43.10 80.65%
R 1 | fd 4 d | AT < I/ R
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
83 HURUNARR SRR BN B
19.00 19.20 19.40 19.60
5000 m/z 83.05 76 .36%
29 111
139 167 196 224 252 280
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
56 83 19.00 19.20 19.40 19.60
m/z 57.05 71.11%
5000 e
29
| P?g 167 196 224 252 280 308
m'z--> 0 55 100 1éo 200 250 300 350 400 450 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\
Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

Sample : H4680-27

Misc :

ALS Vial : 3 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

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 Decane, 1-i1odo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.42 2.14 ng 114352 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 1-iodo- 268 C10H211 002050-77-3 89
2 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 89
3 Heneicosane 296 C21H44 000629-94-7 76
4 Nonadecane, l1-chloro- 302 C19H39cClI 062016-76-6 70
5 Tetratetracontane 619 C44H90 007098-22-8 68
Abundance Scan 2993 (20.420 min): BG023965.D (-2988) (-) m/z 57.05 100.00%
57
5000
40167 20" 247 205 356357386415 468 539 20.20 20.40 20.60 20.80

m/z 43.05 92.02%

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

150 200

Abundance #116706: Decane, 1-iodo-
57
85
5000 LA B L L L L L L L L
20. 20 20. 40 20 60 20. 80
29 m/z 71.05 67.71%
L 127 e o
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
T
20.20 20.40 20.60 20.80
5000 o m/z 85.10 49.13%
29

113 147175203231259288

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane REE e R RRaE
20.20 20.40 20.60 20.80
m/z 41.05 45 _.00%
85
5000

141169197225253 296
150 200 250 300 350 400 450 500

20. 20 20. 40 20 60 20. 80

m/z--> 0 50 100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\
Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

Sample : H4680-27

Misc :

ALS Vial : 3 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

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 2H-Pyran-2-one, tetrahydro-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.76 2.38 ng 126948 Chrysene-di2 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pyran-2-one, tetrahydro-6-pen... 170 C10H1802 000705-86-2 72
2 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 72
3 Hexanoic acid, oct-3-en-2-yl ester 226 C14H2602 1000299-35-5 64
4 D-Gluconic acid, 1,2:3,4:5,6-tri... 310 C12H21B307 1000157-46-5 64
5 2H-Pyran-2-one, tetrahydro-6-octyl- 212 C13H2402 007370-92-5 64
Abundance Scan 3051 (20.761 min): BG023965.D (-3047) (-) m/z 99.00 100.00%
99
5000
T 71
26 155 208 5ar 267 306 429 20.40 20.60 20.80 21.00
— “ LAL57195183007236 267 306 342 399429 agoame | RSP Lt Sk oy
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #38041: 2H-Pyran-2-one, tetrahydro-6-pentyl-
99
5000 AUV AR
20.40 20.60 20.80 21.00
" m/z 71.05 30.45%
152
“ ‘d‘ \Hu .‘].-2..|.l..|....|....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
99
20.40 20.60 20.80 21.00
5000 43 m/z 57.05 22 _.81%
69 ' 126
151 184 221 254 291 324
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #82798: Hexanoic acid, oct-3-en-2-yl ester N B o
99 20.40 20.60 20.80 21.00
m/z 41.10 21.04%
5000
43 % | 128
u J‘ [ N N 170 226
m/z--> 50 100 150 200 250 300 350 400 450 ' 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\
Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

Sample : H4680-27

Misc :

ALS Vial : 3 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

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 Hexanedioic acid, dioctyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.88 2.46 ng 131459 Chrysene-d12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 64
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 43
3 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 38
4 Adipic acid, 2-methylpent-3-yl o... 342 C20H3804 1000353-56-3 38
5 Adipic acid, isohexyl 3-pentyl e... 300 C17H3204 1000324-60-7 27
Abundance Scan 3071 (20.879 min): BG023965.D (-3068) (-) m/z 129.05 100.00%
129
57
5000
h3 L g 12 % o1 w5357 ape o0 20602080 21002120
M WY 70 W O e WPt il . - m/z 57.05 78.04%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #196857: Hexanedioic acid, dioctyl ester
129
57
5000 LRI AR SN AN R
20.60 20.80 21.00 21.20
m/z 55.05 52.17%
s ﬂ60186212 \ | 279 313341370

m/z--> O OO 150 200 250 300 350 400 450 500
Abundance
129
R R REEEE R
57 20.60 20.80 21.00 21.20
5000 m/z 70.05 46.87%
29 83

157 199 241575 313341370

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

Abundance #178470: Adipic acid, 2-ethylhexyl isohexy! ester LR B e

129 20.60 20.80 21.00 21.20

m/z 71.10 45.31%
5000
84 213
57

R TN T SRS 5 b A dbiadiuiatd

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 60 20 80 21. OO 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\
Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

Sample : H4680-27

Misc :

ALS Vial : 3 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

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 unknown21.44 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.44 2.57 ng 137012 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1-[4-(chloromethyl)-2-... 265 C13H12CINOS 041991-34-8 10
2 11-Methylnonacosane 422 C30H62 007371-99-5 9
3 Diacetyl lycorine lactam 385 C20H19NO7 006391-78-2 9
4 21-Norpicrasane-20-carboxylic ac... 536 C27H36011 076389-73-6 9
5 1H-Benzo[3,4]cyclobuta[l,2-b]pyr... 335 C14H13CI4N 060857-30-9 9

Abundance Scan 3167 (21.443 min): BG023965.D (-3165) (-) m/z 57.05 100.00%

5000

543 21.20 21.40 21.60 21.80
m/z 43.05 66.62%

341

371

432 463489

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114523: Ethanone, 1-[4-(chloromethyl)-2-(4-methylphenyl)-..
43
5000 IIIIIIIIIIIIIIIIIIII
118 265 21.20 21.40 21.60 21.80
‘ 216 m/z 71.05 62.54%
e T
m/z--> 5 O 150 200 250 300 350 400 450 500
Abundance
57 168
e e A
85 21.20 21.40 21.60 21.80
5000 m/z 41.05 48.99%
280
113140 252
197224 308337365 407
R A e R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #204995: Diacetyl lycorine lactam R AR RRRES T
43 21.20 21.40 21.60 21.80
m/z 55.05 47 . 49%
5000
266
89 133 180208 249 ‘ &973%5 385
A L B L e e e e e A
m/z--> 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090816\
Data File : BG023965.D

Acq On : 8 Sep 2016 12:08

Operator : UM/SJ

Sample : H4680-27

Misc :

ALS Vial : 3 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]
unknown2 .97 2.97 372.7 ng 5083830 1 8.11 272784 20.0
2-Pentanone, 4-hy... 5.18 21.7 ng 295601 1 8.11 272784 20.0
unknown? .64 7.64 129.3 ng 1763000 1 8.11 272784 20.0
Tetradecane 16.46 2.4 ng 113301 4 17.54 939220 20.0
3-Undecene, 8-met... 17.90 3.5 ng 166547 4 17.54 939220 20.0
unknown18.41 18.41 2.9 ng 133787 4 17.54 939220 20.0
Fumaric acid, 2-c... 19.26 11.3 ng 529419 4 17.54 939220 20.0
Decane, l1l-iodo- 20.42 2.1 ng 114352 5 21.85 1067660 20.0
2H-Pyran-2-one, t... 20.76 2.4 ng 126948 5 21.85 1067660 20.0
Hexanedioic acid,... 20.88 2.5 ng 131459 5 21.85 1067660 20.0
unknown21.44 21.44 2.6 ng 137012 5 21.85 1067660 20.0
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