LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023117.D

Acq On 15 Jul 2016 17:28

Operator : UM/SJ

Sample - H4017-17

Misc :

ALS Vial : 8 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-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 height area % max. total
1 3.040 30 34 44 rBV 1083710 1502993 19.14% 3.113%
2 5.226 399 406 411 rBV 228346 363761 4.63% 0.753%
3 5.696 480 486 500 rBV 1568320 2722133 34.66% 5.637%
4 7.306 753 760 774 rVB 1845832 3363838 42.83% 6.966%
5 7.682 817 824 836 rBvV 1740024 3095091 39.41% 6.410%
6 8.152 896 904 911 rVB 417819 722471 9.20% 1.496%
7 8.481 952 960 970 rvB 1219137 2217829 28.24%  4.593%
8 9.327 1095 1104 1111 rBV 1212507 2191282 27.90%  4.538%
9 10.978 1377 1385 1393 rBV 590237 1102717 14.04% 2.284%
10 13.417 1793 1800 1812 rBV 3210407 5219798 66.47% 10.810%
11 13.675 1839 1844 1849 rVB4 52231 85988 1.09% 0.178%

12 14.239 1932 1940 1950 rBV 1381317 2030960 25.86% 4._.206%
13 14.803 2028 2036 2045 rVB2 1044796 1716631 21.86% 3.555%
14 16.290 2282 2289 2301 rBV 2732203 4428013 56.38% 9.170%
15 16.483 2318 2322 2324 rBV4 72331 88283 1.12% 0.183%

16 17.553 2496 2504 2513 rBV2 1431375 2200688 28.02% 4 _557%
17 17.911 2559 2565 2575 rBv3 180380 430238 5.48% 0.891%
18 18.417 2646 2651 2657 rBv2 157038 222145 2.83% 0.460%
19 19.274 2792 2797 2815 rBV 555515 1249794 15.91% 2.588%
20 20.150 2940 2946 2956 rBV 5790130 7853271 100.00% 16.264%

21 20.773 3046 3052 3056 rBV3 117787 208717 2.66% 0.432%
22 20.890 3069 3072 3076 rVB3 69859 86266 1.10% 0.179%
23 21.472 3167 3171 3182 rBV6 113815 309254 3.94% 0.640%
24 21.713 3208 3212 3218 rVB2 79160 110886 1.41% 0.230%
25 21.854 3230 3236 3245 rBV 1428609 2461578 31.34% 5.098%

26 25.232 3800 3811 3824 rBV 711297 2302653 29.32% 4._.769%

Sum of corrected areas: 48287278
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023117.D

Acq On : 15 Jul 2016 17:28

Operator : UM/SJ

Sample : H4017-17

Misc :

ALS Vvial : 8 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\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023117.D
5000000
4000000
3000000

2000000 7.31
5.70 7.68

3.04 8.48 9.33

1000000 10.98
523 8.15
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Abundance TIC: BG023117.D
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4000000

13.42
3000000 16.29

2000000
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14.80

1000000
19.27

17.91 18.42 ﬂ¥ 20, 21.47.

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: BG023117.D
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3000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023117.D

Acq On 15 Jul 2016 17:28

Operator : UM/SJ

Sample : H4017-17

Misc :

ALS Vial : 8 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\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 Propane, 2,2-dimethoxy- Concentration Rank 3

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

3.04 41.61 ng 1502990 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 33
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 34 (3.040 min): BG023117.D (-30) (-) m/z 73.10 100.00%

8B
5000 43

‘ 300 320 3.40
Ol d 120 162 208 256 300 66 203539 m/z 43.10 46.76%

1 1 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4783: Propane, 2,2-dimethoxy-
73
5000 T T T LI B
43 300 320 3.40

m/z 89.10 30.78%

15
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73

300 320 3.40

5000 43 m/z 41.05 7.97%
103
o B L I R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1995: Silane, tetramethyl- T e At
73 300 320 3.40

m/z 45.05 7.19%

5000
43
15ﬂ
|
L e L L B |

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

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023117.D

Acq On 15 Jul 2016 17:28

Operator : UM/SJ

Sample : H4017-17

Misc :

ALS Vial : 8 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\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 unknown5.23 Concentration Rank 5

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

5.23 10.07 ng 363761 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Dimethadione 129 C5H7NO3 000695-53-4 36
3 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 25
4 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 25
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 23

Abundance Scan 407 (5.232 min): BG023117.D (-399) (-) m/z 43.10 100.00%
43
5000 J\\
101 S . S,
480 5.00 520 5.40 5.60
A8 147 209 258 296327 876 A8 470500 | sz 59.10 72.47%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR U UL N L
480 5.00 520 5.40 5.60
m/z 101.00 26.93%
‘ 101
w'wvrﬁg”i"'w""l”" L P S SN SRR W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
480 500 520 540 5.60
5000 m/z 58.10 19.30%
129
15 70
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #44459: 2,5,8,11-Tetraoxadodecane
59 480 5.00 520 5.40 5.60
m/z 41.05 9.29%
5000
29
103
I'““'f"wﬁ'}??ﬁ"'l"'W""l"”I""I'”'I""P
mz-> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023117.D

Acq On 15 Jul 2016 17:28

Operator : UM/SJ

Sample : H4017-17

Misc :

ALS Vial : 8 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\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 unknown7.68 Concentration Rank 1

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

7.68 85.68 ng 3095090 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 16
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 14
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 824 (7.682 min): BG023117.D (-817) (-) m/z 132.00 100.00%
132
68
5000
w0 || P 740 760 7.80 8.00
A, .l,l. A 161 206 251281 347874402430 493 ' 'm/z 68.10 56.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 R I LRI L
7.40 7.60 7.80 8.00
m/z 66.10 41.31%
‘H 103
Mlu‘ \‘ Mh\ R i P L
m/z--> 100 150 200 250 300 350 400 450 500
Abundance
132
' '7'.'46' 7.60 7.80 8.00
5000 97 m/z 133.95 32.43%
3 710
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- L
132 7.40 7.60 7.80 8.00

m/z 69.05 26 .30%

5000 j\
104
63
AN

|
I
m/z--> 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\BGO71516\
Data File : BG023117.D

Acq On 15 Jul 2016 17:28

Operator : UM/SJ

Sample : H4017-17

Misc :

ALS Vial : 8 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\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 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.91 3.91 ng 430238 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 1-Hexadecanol 242 C16H340 036653-82-4 90
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 90
4 n-Heptadecanol-1 256 C17H360 001454-85-9 87
5 Cyclohexadecane 224 C16H32 000295-65-8 87
Abundance Scan 2565 (17.911 min): BG023117.D (-2559) (-) m/z 55.10 100.00%
35 83
5000
xx fll
179 17.60 17.80 18.00 18.20
14
,....,..1.. ke 222249 285 381 4 524 777 43.10 97.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58280: Cyclotetradecane
55
5000 USRS BURRULN UL BUNRAE
29 17,60 17.80 18.00 18.20
111 m/z 69.10 88.60%
LU g
mz-> 50 ) 200 250 300 350 400 450 500
Abundance
55 83
17.60 17.80 18.00 18.20
5000 111 m/z 83.05 84 _.46%
140168196224
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #182418: Bromoacetic acid, pentadecyl ester
43 g3 17.60 17.80 18.00 18.20
m/z 57.05 82 .39%
5000
111
m/z--> 50 100 150 200 250 300 350 400 450 500 17,60 17.80 18.00 18.20

8270-BG070816.-M Mon Jul 18 13:57:24 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023117.D

Acq On 15 Jul 2016 17:28

Operator : UM/SJ

Sample : H4017-17

Misc :

ALS Vial : 8 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\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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.02 ng 222145 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68
Abundance Scan 2652 (18.422 min): BG023117.D (-2646) (-) m/z 73.00 100.00%
7B
43
5000
213
157 185 256
281 18.00 18.20 18.40 18.60 18.80
308 342 386 426 485 | .7 43.10  73.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
0
5000 129 AR R DA SR AR
o 18.00 18.20 18.40 18.60 18.80
‘ 157 185 21\3 256 m/z 60.00 70.76%
m\m ‘\H i \ ‘ ‘ “
m/z--> 50 100 150 260 2éo 360 3éo 460 4éo !
Abundance
73
43
18.00 18.20 18.40 18.60 18.80
5000 m/z 55.10 64.13%
129
185 228
97
157
miz-> 50 100 150 200 250 300 350 400 450
Abundance #72647: Tridecanoic acid R a e S e B o]
7 18.00 18.20 18.40 18.60 18.80
43 m/z 57.10 62.69%
5000 129
171
M \ 214
JMH\; |‘|||“||||||||||||||||||||||||||||| A e e
m/z--> 50 1 1m 200 250 300 350 400 450 1mmwmmm%mmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023117.D

Acq On 15 Jul 2016 17:28

Operator : UM/SJ

Sample : H4017-17

Misc :

ALS Vial : 8 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\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 7-Hexadecene, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.27 11.36 ng 1249790 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene, (2)- 224 C16H32 035507-09-6 98
2 1-Heptadecene 238 C17H34 006765-39-5 96
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
Abundance Scan 2796 (19.268 min): BG023117.D (-2792) (-) m/z 83.10 100.00%
55 83
5000
111
140 19.00 19.20 19.40 19.60
o AL h 1108196224 280 328359 390 441 475504 1750 5510  96.97%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81249: 7-Hexadecene, (2)-
55
5000 8
19.00 19.20 19.40 19.60
29 11 m/z 69.05 85.44%
, ,\\, \,\ .‘-“-‘ ‘J\\\,‘\I [ Meoteriee?t
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57 83
19,00 19.20 19.40 19.60
5000 m/z 43.10 84 .59%
29 111
140168 210238
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95987: 1-Hexadecanol
55 83 19.00 19.20 19.40 19.60
m/z 57.05 83.76%
5000 111
\ J11?0168196224
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023117.D

Acq On 15 Jul 2016 17:28

Operator : UM/SJ

Sample : H4017-17

Misc :

ALS Vial : 8 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\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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.47 2.51 ng 309254 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 9-Tricosene, (2)- 322 C23H46 027519-02-4 89
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 74
4 1-Heneicosanol 312 C21H440 015594-90-8 68
5 1-Hexadecanol 242 C16H340 036653-82-4 58

Abundance Scan 3171 (21.472 min): BG023117.D (-3167) (-) m/z 57.10 100.00%

g7

5000

207 B
249 293 5pcoci 394 436464 517 21.20 21.40 21.60 21.80
m/z 83.10 98.72%

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

Abundance #234187: 17-Pentatriacontene
43
5000 83 LA I e e
21.20 21.40 21.60 21.80
111 m/z 55.00 92 .35%
‘M Mm | 139167196224 267293321 462490
T T T T T T e T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
S R RmE
21.20 21.40 21.60 21.80
5000 111 m/z 97.10 88.82%
29

322
139167195022 262 294

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

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R EEEEEEmEEs
57 21.20 21.40 21.60 21.80
83 m/z 69.00 81.77%
5000 111
2 39 210
Y ...,..Pu,u Weed s s e prrh
m/iz--> 0 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\BGO71516\
Data File : BG023117.D

Acq On 15 Jul 2016 17:28

Operator : UM/SJ

Sample - H4017-17

Misc :

ALS Vial : 8 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\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 3.04 41.6 ng 1502990 1 8.15 722471 20.0
unknown5.23 5.23 10.1 ng 363761 1 8.15 722471 20.0
unknown7 .68 7.68 85.7 ng 3095090 1 8.15 722471 20.0
Cyclotetradecane 17.91 3.9 ng 430238 4 17.55 2200690 20.0
n-Hexadecanoic acid 18.42 2.0 ng 222145 4 17.55 2200690 20.0
7-Hexadecene, (2)- 19.27 11.4 ng 1249790 4 17.55 2200690 20.0
17-Pentatriacontene 21.47 2.5 ng 309254 5 21.85 2461580 20.0
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