LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 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-BG062516 .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 3.055 32 37 54 rBV 6579243 10705877 84.76% 11.944%
2 3.819 161 167 175 rBvV 196509 318450 2.52% 0.355%
3 5.241 403 409 417 rBV 803111 1239107 9.81% 1.382%
4 5.705 481 488 500 rBvV 3243787 5329443 42_.19% 5.946%
5 7.309 753 761 771 rBV 3455030 6190227 49.01% 6.906%
6 7.691 816 826 836 rBV 3365073 5843453 46.26% 6.519%
7 8.161 899 906 914 rBVY 584891 996988 7.89% 1.112%
8 8.490 954 962 970 rBV 2328962 4062606 32.16% 4.532%
9 9.336 1097 1106 1114 rBV 2164775 3889445 30.79%  4.339%%
10 10.987 1380 1387 1396 rVB 770038 1396716 11.06% 1.558%

11 13.419 1793 1801 1810 rBV 4713364 7721192 61.13% 8.614%
12 14.242 1933 1941 1949 rBV 1802330 2659532 21.06% 2.967%
13 14.800 2027 2036 2044 rVB2 1265789 2138290 16.93% 2.386%
14 15.376 2127 2134 2144 rBV 83472 227248 1.80% 0.254%
15 16.292 2282 2290 2298 rBV 5672614 9031268 71.50% 10.075%

16 17.556 2498 2505 2511 rBV 1880413 2973133 23.54% 3.317%
17 18.037 2582 2587 2591 rBV 113138 171258 1.36% 0.191%
18 18.431 2648 2654 2665 rBvV2 532850 845242 6.69% 0.943%
19 19.606 2850 2854 2858 rVB 151853 219268 1.74% 0.245%
20 19.694 2865 2869 2877 rBV3 309349 478222 3.79% 0.534%

21 19.965 2911 2915 2921 rVB 136123 198659 1.57% 0.222%
22 20.158 2941 2948 2954 rBV 9399058 12631200 100.00% 14.092%
23 20.446 2994 2997 3004 rVB 144612 199139 1.58% 0.222%
24 21.469 3166 3171 3183 rBV 568492 983074 7.78% 1.097%
25 21.845 3228 3235 3242 rBV2 1977736 3641951 28.83% 4._.063%

26 22.697 3373 3380 3393 rVB7 261040 730929 5.79% 0.815%
27 25.211 3798 3808 3815 rBV2 1050569 3255440 25.77% 3.632%

28 25.282 3816 3820 3831 rVB2 462768 1201846 9.51% 1.341%
29 26.580 4033 4041 4050 rBV2 105275 357210 2.83% 0.399%

Sum of corrected areas: 89636413
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acqg On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022598.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 Methanethioamide, N,N-dimet... Concentration Rank 1

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

3.06 214.76 ng 10705900 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethioamide, N,N-dimethyl- 89 C3H7NS 000758-16-7 47
2 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 28
3 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 10
4 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 38 (3.061 min): BG022598.D (-32) (-) m/z 73.10 100.00%
73
43
5000
—— T
300 320 340
0 4 d {03136 192222251 S11 308 409 4addrz 53 'm/z 43.05 66.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2148: Methanethioamide, N,N-dimethyl-
89
44
5000 T T T
300 320  3.40
15 m/z 89.10 54 _35%
0 ,ﬁﬂJuuﬁ‘,”..,”.............w......”,..”,..”,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 300 320 340
5000{ . m/z 41.10 15.12%
o 104
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #702: Methane, isothiocyanato- — T
73 300 320 340
m/z 45.10 13.07%
5000
45
oL 15,
m/z--> 0 % 100 150 200 250 300 350 400 450 500 300 320  3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 Propylene Glycol Concentration Rank 6

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

3.82 6.39 ng 318450 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 50
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 12
3 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 9
4 2-Butanol, 3-chloro- 108 C4H9OCIO 000563-84-8 9
5 1-Propanol, 2-ethoxy- 104 C5H1202 019089-47-5 9

Abundance Scan 167 (3.819 min): BG022598.D (-161) (-) m/z 45.05 100.00%
5000

3.40 3.60 3.80 4.00 4.20

Olprrrd 73100 134 196 267 304 357389 439 488516 m/z 43.05 22.03%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #918: Propylene Glycol
45
5000

3.40 3.60 3.80 4.00 4.20
m/z 61.05 10.11%

NECTIING
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45
3.40 3.60 3.80 4.00 4.20
5000 m/z 57.00 4 .39%
18 87
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4662: (2R,4R)-(-)-Pentanediol
45 3.40 3.60 3.80 4.00 4.20
m/z 44.10 4_33%
5000
15 89
O e e e e e e ERREE RS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.40 3.60 3.80 400 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.24 24 .86 ng 1239110 1,4-Dichlorobenzene-d4 8.17

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 t-Butyl ethyl ether 102 C6H140 1000118-18-4 17

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 409 (5.241 min): BG022598.D (-403) (-) m/z 43.10 100.00%
43
5000
101
5.00 5.20 5.40 5.60
Ol B 138 192 230 267 338 8 337 m/z 59.10  70.80%

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

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN L L L L L L LB LB L LB L
5.00 5.20 5.40 5.60
m/z 101.10 27 .52%
15 ‘ 101
o,ﬂmw,..”,...w............ A e ma
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
RN A EEEE e e
5.00 5.20 5.40 5.60
5000 101 m/z 58.10 18.29%
27
O T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3950: 2,3-Butanedione, monooxime RN B E S B
43 5.00 5.20 5.40 5.60
m/z 41.10 9.93%
5000
101
15
70
o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 unknown7.69 Concentration Rank 2

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

7.69 117.22 ng 5843450 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 16
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 11
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 826 (7.691 min): BG022598.D (-816) (-) m/z 132.00 100.00%
132
68
5000
96 U S I I R
40 740 7.60 7.80 8.00
o! b 172 207 237 267 295 326 353 409 m/z 68.10 59.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 UL L I I AL
69 7.40 7.60 7.80 8.00
a9 m/z 66.10 42 .06%
‘“ 103
O..h‘”“i“‘“.”‘.“‘.‘.“lm.. ; — T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 35.22%
33 105
70
e A S A UL UL B L WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine L e e R
132 7.40 7.60 7.80 8.00
m/z 69.10 29.65%
97
5000
31 10
0""‘ll‘l“lt"'l""'l""l"' UL AL UL UL A UL I I I R
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 Sulfur Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.38  2.13ng 227248  Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
Lsulfar 1926 013798-23-7 91
2 2-Chloro-7-methoxynaphthalene 192 C11H9CIO 067061-67-0 53

3 Di(isopropyl) disulfide, perfluoro- 402 C6F14S2

4 S-2-[3-Phthalimidopropylamino]-2... 372

5 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3

C15H20N205S2

000754-62-1 53
031786-59-1 36
016005-64-4 36

Abundance Scan 2135 (15.382 min): BG022598.D (-2127) (-)
60
192
5000
96 128
0 36 154 226 265291 337 394 429455 488 525
B o o e e I I o e e R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #50963: Sulfur
64 192
5000
128
96
| ‘ , 160 |
O e T T T e e T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
192
149
5000
77 114
O T T T T e T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #157114: Di(isopropyl) disulfide, perfluoro-
6
5000
113
164 233
Obrr i L2
m/z--> 50 100 150 200 250 300 350 400 450 500

m/z 63.95 100.00%

-

15.00 15.20 15.40 15.60

m/z 191.80 77 .05%

-

15.00 15.20 15.40 15.60

m/z 193.75 23 .50%

-

15.00 15.20 15.40 15.60

m/z 127.90 20.26%

15.00 15.20 15.40 15.60

m/z 96.00 13.13%

15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 7 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.43 5.69 ng 845242 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 I-(+)-Ascorbic acid 2,6-dihexade... 652 C38H6808 028474-90-0 35

Abundance Scan 2654 (18.431 min): BG022598.D (-2648) (-) m/z 73.10 100.00%

5000

256
302 345372 437 477 529 18.20 18.40 18.60 18.80

0 m/z 60.05 70.82%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #65562: Tridecanoic acid
43 [<
5000 LI B B N B I O
18.20 18.40 18.60 18.80
120 - o1 m/z 43.10 64.27%
ey | T
o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
18.20 18.40 18.60 18.80
5000 m/z 41.10 62.39%
129
256
101 157185213
O B i o o o L o B o o e o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75071: Tetradecanoic acid

18.20 18.40 18.60 18.80
m/z 55.10 61.28%

5000
185 228

m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 8 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.69 3.22 ng 478222 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 44
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 38
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 30
Abundance Scan 2868 (19.688 min): BG022598.D (-2865) (-) m/z 73.10 100.00%
43
5000
19.40 19.60 19.80 20.00
o 341 384 440 482 518 n/z  60.00 81 01%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #108839: Octadecanoic acid
43 73
5000
129 o84 19.40 19.60 19.80 20.00
m/z 43.10 75 .45%
H 578 ‘ 185, 201
0 J“‘:““l‘u‘““u“ﬁ |‘]|-5‘|7|‘|\|‘||‘|‘||‘|‘|||‘|||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
19.40 19.60 19.80 20.00
5000 129 m/z 55.05 74 .88%
199 242
98 157
L O L O W L WL S I B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- R e R
57 19.40 19.60 19.80 20.00
m/z 57.10 68.07%
5000 85
0 ‘ Jl}3}§l 183211239267 296
LU I DL I UL DAL DAL ILELELELE DR LR DL TTTpTTTT T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 9 Heptafluorobutyric acid, n-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.47 5.40 ng 983074 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Tricosene 322 C23H46 018835-32-0 87
4 1-Hexacosanol 382 C26H540 000506-52-5 87
5 2-Methyl-Z-4-tetradecene 210 C15H30 1000130-78-3 86
Abundance Scan 3171 (21.469 min): BG022598.D (-3166) (-) m/z 57.05 100.00%

g7
83
5000
11

21.20 21.40 21.60 21.80

139169196 228 281 355
ob A A LD | 177100106228 281 27395881 429462 503535 17 55.10  80.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43
69

5000 ...................
97 2120 21.40 21.60 21.80

m/z 83.05 77 .04%

o L2 dmeszee
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance

43

21.20 21. 40 21.60 21.80

5000 83 m/z 43.10 75.99%
111
o mwmmzmmm 462490
T T T T T T T T e P T T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129061: 1-Tricosene
57 g3 21.20 21.40 21.60 21.80
m/z 69.10 69.01%
5000
111
29
o | | [139169196204252 204322
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 10 13-Tetradecen-1-ol acetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.70 4.01 ng 730929 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 81
2 1-Tetracosanol 354 C24H500 000506-51-4 81
3 1-Docosanol, formate 354 C23H4602 015155-62-1 78
4 1-Triacontanol 438 C30H620 000593-50-0 70
5 Cyclopentane, (2-hexyloctyl)- 266 C19H38 055044-77-4 70
Abundance Scan 3381 (22.703 min): BG022598.D (-3373) (-) m/z 97.10 100.00%
55 97
5000
281309 43371 402431 475500 22.40 22.60 22.80 23.00
Ol m/z 55.05 82.25%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90869; 13-Tetradecen-1-ol acetate
43
5000 RN BARNUARSUAR S RRE
111 22.40 22.60 22.80 23.00
m/z 83.10 81.56%
0 M H\ j L h‘;67194-224 254
miz--> 0 5 200 2éo 360 3éo 460 4éo 560
Abundance
57 83
22.40 22.60 22.80 23.00
5000 111 m/z 69.10 69.20%
29 39
o 167 195 203 95 280 308 336
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142865: 1-Docosanol, formate
97 22.40 22.60 22.80 23.00
. m/z 57.10 57.88%
5000 195 308
18 153
l l} 181509 535 280 | 336
0 ..J..|....|.... \\lii Iltaalll ‘...“.luuu.|....|....|.. S S
miz--> 0 50 100 150 200 250 300 350 400 450 500 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 12 10-Heneicosene (c,t) Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
'26.58 2.19ng 357210  Perylene-di2 2521
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Heneicosene (c.t) 204 C21H42 095008-11-0 55
2 1-Heptadecene 238 C17H34 006765-39-5 49

3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 49
4 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 47

5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 46
Abundance Scan 4041 (26.580 min): BG022598.D (-4033) (-) m/z 57.10 100.00%
57 207
5000
340 26.20 26.40 26.60 26.80
374 411 443471 503 ' : : :
Oy m/z 207.00 91.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #114448: 10-Heneicosene (c,t)
55
5000 29 | NI LI L L L L B B
111 26.20 26.40 26.60 26.80
m/z 71.10 90.39%
139
L TIVY: = S E—
m/z--> 0 50 150 O 250 300 350 400 450 500
Abundance
57 83
R o R
26.20 26.40 26.60 26.80
5000 m/z 69.10 86.56%
29 111
o 140168 210238
R o o e T B A AL L e o o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #148859: Trichloroacetic acid, pentadecy! ester R e B S
26.20 26.40 26.60 26.80
83 m/z 97.05 82.07%
5000
o 139 182210
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022598.D

Acq On : 26 Jun 2016 6:46

Operator : UM/SJ

Sample - H3663-12

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
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]
Methanethioamide, . .. 3.06 214.8 ng 10705900 1 8.17 996988 20.0
Propylene Glycol 3.82 6.4 ng 318450 1 8.17 996988 20.0
2-Pentanone, 4-hy... 5.24 24 .9 ng 1239110 1 8.17 996988 20.0
unknown? .69 7.69 117.2 ng 5843450 1 8.17 996988 20.0
Sulfur 15.38 2.1 ng 227248 3 14.79 2138290 20.0
Tridecanoic acid 18.43 5.7 ng 845242 4 17.56 2973130 20.0
Octadecanoic acid 19.69 3.2 ng 478222 4 17.56 2973130 20.0
Heptafluorobutyri... 21.47 5.4 ng 983074 5 21.84 3641950 20.0
13-Tetradecen-1-o0... 22.70 4.0 ng 730929 5 21.84 3641950 20.0
10-Heneicosene (c,t) 26.58 2.2 ng 357210 6 25.21 3255440 20.0
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