LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG110116\
Data File : BG024620.D

Aca On > 2 Nov 2016 9:35

Operator : UM/SJ

Sample = H5480-05

Misc :

ALS Vial : 28 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-BG102516.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 5.341 420 426 432 rVB3 36486 70785 2.41% 0.363%
2 5.794 497 503 511 rBvV2 82253 156436 5.33% 0.803%
3 7.404 770 777 780 rBV3 78482 154101 5.25% 0.791%
4 7.791 836 843 851 rBV 140215 267533 9.12% 1.372%
5 8.267 918 924 931 rBV 493769 884542 30.15% 4.538%
6 8.591 974 979 990 rVB2 167653 327052 11.15% 1.678%
7 9.025 1048 1053 1058 rVvB8 16126 30044 1.02% 0.154%
8 9.442 1115 1124 1131 rBV2 194580 364398 12.42% 1.869%
9 9.542 1137 1141 1153 rBV5 39362 92328 3.15% 0.474%
10 9.818 1185 1188 1194 rVB3 28137 44328 1.51% 0.227%

11 11.093 1394 1405 1414 rBV 633169 1228111 41.85% 6.300%
12 13.508 1806 1816 1823 rVB 505791 831156 28.33% 4.264%
13 14.319 1948 1954 1960 rBV 605502 922811 31.45% 4._.734%
14 14.736 2020 2025 2029 rVB3 33676 44514 1.52% 0.228%
15 14.883 2042 2050 2060 rvVB 1108378 1804181 61.49% 9.256%

16 15.289 2115 2119 2123 rVB5 24394 41546 1.42% 0.213%
17 15.347 2125 2129 2135 rVB7 20086 35236 1.20% 0.181%
18 15.418 2135 2141 2144 rBV4 17398 30971 1.06% 0.159%
19 15.635 2173 2178 2181 rBV3 38178 59865 2.04% 0.307%
20 15.676 2181 2185 2190 rVB2 101309 147429 5.02% 0.756%
21 16.082 2245 2254 2258 rBV5 46627 93690 3.19% 0.481%
22 16.234 2276 2280 2284 rBV4 24943 33730 1.15% 0.173%

23 16.364 2295 2302 2312 rBV2 330480 566274 19.30% 2.905%
24 16.540 2326 2332 2341 rBV 155299 287251 9.79% 1.474%

25 16.893 2384 2392 2393 rBVS 27042 55355 1.89% 0.284%
26 17.327 2462 2466 2471 rVB 90533 113652 3.87% 0.583%
27 17.380 2471 2475 2478 rBV6 26389 43267 1.47% 0.222%
28 17.621 2509 2516 2527 rBV2 1377604 2293260 78.15% 11.765%
29 17.968 2572 2575 2583 rVB9 29401 55355 1.89% 0.284%
30 18.068 2588 2592 2597 rVB3 50470 68723 2.34% 0.353%

31 18.467 2656 2660 2666 rBV3 175966 267745 9.12% 1.374%
32 18.749 2705 2708 2713 rBV6 27536 46667 1.59% 0.239%
33 19.724 2869 2874 2879 rBV6 77590 120934 4.12% 0.620%
34 20.200 2950 2955 2963 rVB 752310 1006614 34.31% 5.164%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG110116\
Data File : BG024620.D

Aca On > 2 Nov 2016 9:35

Operator : UM/SJ

Sample = H5480-05

Misc :

ALS Vial : 28 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:\HPCHEM1I\BNA G\METHODS\8270-BG102516.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.958 3079 3084 3086 rBV6 29762 50750 1.73% 0.260%
36 21.499 3170 3176 3182 rBV2 233812 435300 14.84% 2.233%
37 21.757 3216 3220 3224 rBV7 31315 56246 1.92% 0.289%
38 21.916 3240 3247 3255 rVB 1663092 2900763 98.86% 14.881%
39 22.650 3370 3372 3376 rBV5 21242 31494 1.07% 0.162%
40 22.856 3404 3407 3412 rVB6 50593 72815 2.48% 0.374%

41 23.009 3428 3433 3438 rBV9 53468 112679 3.84% 0.578%
42 25.347 3817 3831 3842 rBV3 967741 2934251 100.00% 15.053%
43 26.493 4022 4026 4031 rVBS8 20444 46548 1.59% 0.239%
44 27.656 4215 4224 4234 rBVS 65456 262138 8.93% 1.345%

Sum of corrected areas: 19492868
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024620.D

Aca On > 2 Nov 2016 9:35

Operator : UM/SJ

Sample = H5480-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG024620.D

1500000

1000000

11.09
8.27

779 8.59 9.44
5 34 5.79 7.40 5
A\ h J\ 9 03 49.82

500000

Time--> 3.00 3.50 4.00 450 5.00 5.50 600 650 7.00 7.50 8.00 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG024620.D
21,92
1500000 17.62
14.88
1000000
20.20
13.51
500000
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: BG024620.D
1500000
25.35
1000000
500000
p228601 { 2649 27.66 -
O e B I i o o L e o L I L e o B

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\BG110116\
Data File : BG024620.D

Aca On > 2 Nov 2016 9:35

Operator : UM/SJ

Sample = H5480-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 unknown7.79 Concentration Rank 2

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

7.79 6.05 ng 267533 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(p-Tolv)-1H-tetrazole 160 C8H8N4 024994-04-5 33
2 Xenon 132 Xe 007440-63-3 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 o-(Phenacvlamino)benzoic aicd 255 C15H13NO3 000732-64-9 9
5 Benzoic acid, 2-isobutylamino- 193 C11H15N02 169527-46-2 9

Abundance Scan 843 (7.791 min): BG024620.D (-836) (-) m/z 132.00 100.00%
132
68
5000
w |7 TH Tk 7h0 850 850
o 198 228 267 309 378 410 456 515 m/z  68.05 63.28%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31385: 5-(p-Tolyl)-1H-tetrazole
132
5000
7.40 7.60 7.80 8.00 8.20
91 160 m/z 66.10 39.15%
O e e e e
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 36.82%
66
L S B L B B B WL WL WL S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 27 .63%
5000
63 104
OI'%ﬁﬂ'Wﬂrﬁ'”'l""P'"I"”I""P"'I"”I""I”'
mz-> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20

8270-BG102516.-M Wed Nov 02 16:27:47 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024620.D

Aca On > 2 Nov 2016 9:35

Operator : UM/SJ

Sample = H5480-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 3 Lyxopyranose, 2,3,4-tri-O-m... Concentration Rank 6

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

9.54 2.09 ng 92328 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lvxopvranose. 2.3.4-tri-O-methvl... 264 C11H2405Si 020561-82-4 50
2 Ethvl tridecanoate 242 C15H3002 028267-29-0 37
3 Methvl 6-0-acetvl-2.3.4.7-tetra-... 322 C14H2608 084564-15-8 37
4 Decanoic acid. ethvl ester 200 C12H2402 000110-38-3 37
5 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 32

Abundance Scan 1141 (9.542 min): BG024620.D (-1137) (-) m/z 73.05 100.00%
73
5000
411 1 ho1
143 221 282 505 370 467 548 9.20 9.40 9.60 9.80
ol .J.'.h-,‘:'.'.-.',.-...,".!..,..!.,....,....498...,...4.9,5....',. m/z 88.10 65.36%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #113478: Lyxopyranose, 2,3,4-tri-O-methyl-1-O-(trimethylsi...
88
133
5000
9.20 9.40 9.60 9.80
45 m/z 55.00 50.02%
0,#.3‘.‘.‘“,‘....,.“..‘.,.1.?.4. L —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
88
43 9.20 9.40 9.60 9.80
5000 m/z 41.20 35.45%
157
115 197 o
0%§“|'“'|“"w""'“ LI UL LI LI S N B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #162422: Methyl 6-O-acetyl-2,3,4,7-tetra-O-methyl-.beta.-g...
88 9.20 9.40 9.60 9.80
m/z 101.00 30.37%
5000
45
129
o LT 2%1 265
mz-> 0 55 100 1%0 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80

8270-BG102516.M Wed Nov 02 16:27:48 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024620.D

Aca On > 2 Nov 2016 9:35

Operator : UM/SJ

Sample = H5480-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 4 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.54 2.51 ng 287251 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 59
3 Undecane. 2.4-dimethvyl- 184 C13H28 017312-80-0 59
4 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 59
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 53
Abundance Scan 2332 (16.540 min): BG024620.D (-2326) (-) m/z 57.10 100.00%
57
5000 85

16.20 16.40 16.60 16.80

113 155184 221 260289 333361 435 542

o e S o m/z 43.10 57.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59880: Tetradecane
57
5000 85 L L I B B B
16.20 16.40 16.60 16.80
29 m/z 71.05 48 .75%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
e e AR R
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 39.61%
113 155
183 295
O B B o L L i e o e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48880: Undecane, 2,4-dimethyl-
43 16.20 16.40 16.60 16.80
m/z 55.10 25.70%
85
5000
o | 126 169
IR e B B E e e B e e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16. 20 16 40 16 60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024620.D

Aca On > 2 Nov 2016 9:35

Operator : UM/SJ

Sample = H5480-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.47 2.34 ng 267745 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2660 (18.467 min): BG024620.D (-2656) (-) m/z 73.00 100.00%
5000
129
213
256 18.20 18.40 18.60 18.80
o 283 313 351 409 440 466 n/z 60 10 88320,
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #72643: Tridecanoic acid
43 |13
5000 129
18.20 18.40 18.60 18.80
n m/z 43.10 77.85%
WL L 2
015 hluh‘h”\\\\\ |‘||||||||||||||||||||||||||||||
miz--> 0 50 150 200 250 300 350 400 450
Abundance
73
43 18.20 18.40 18.60 18.80
5000 m/z 57.05 73.34Y%
129
185 228
97
157
O S L U AL U UL B UL s
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #39471: n-Decanoic acid e
60 18.20 18.40 18.60 18.80
m/z 41.05 60.85%
29
5000
129
miz--> 0 50 100 150 200 250 300 350 400 450 18.20 18. 40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024620.D

Aca On > 2 Nov 2016 9:35

Operator : UM/SJ

Sample = H5480-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 Tetradecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.50 3.00 ng 435300 Chrysene-di12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 91
2 Pentafluoropropionic acid. 4-hex... 388 C19H33F502 1000283-04-1 91
3 1l-Hexadecanol 242 C16H340 036653-82-4 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance ~ Scan 3176 (21.499 min): BG024620.D (-3170) (-) m/z 55.10 100.00%
5b 83
5000
11
140167195223 536 21.20 21.40 21.60 21.80
ol 195223251 298330 368 417 461 495 /7 57.10 94 570
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #152719: Tetradecy! trifluoroacetate
5000 11 AR BRI B UL
21.20 21.40 21.60 21.80
m/z 69.05 92.60%
o I ‘ \ 140108196 241 59
mz-> 0 50 100 1% 200 2% 300 30 4d0 450 &0
Abundance
55 97
21.20 21.40 21.60 21.80
5000 m/z 43.10 87.73%
125 224
27 154 196
of—rqr- e e e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95980: 1-Hexadecanol L E s R S A
55 21.20 21.40 21.60 21.80
83 m/z 83.10 80.58%
5000
11
0 2 ﬂ39168196224
mz-> 0 50 1(')0 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110116\
Data File : BG024620.D

Acq On > 2 Nov 2016 9:35

Operator : UM/SJ

Sample - H5480-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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]
unknown7 .79 7.79 6.0 ng 267533 1 8.27 884542 20.0
Lyxopyranose, 2,3... 9.54 2.1 ng 92328 1 8.27 884542 20.0
Tetradecane 16.54 2.5 ng 287251 4 17.63 2293260 20.0
Tridecanoic acid 18.47 2.3 ng 267745 4 17.63 2293260 20.0
Tetradecyl triflu... 21.50 3.0 ng 435300 5 21.92 2900760 20.0
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