LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024110.D

Acq On : 24 Sep 2016 5:38

Operator : UM/SJ

Sample - H4893-01

Misc :

ALS Vial : 19 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-BG092316 .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

5.102 381 385 391 rBVvV2 59813 91899 1.76% 0.413%
5.589 462 468 486 rVB 425136 768297 14.73% 3.453%
rBv 264146 524406 10.06% 2.357%
7.569 799 805 815 rBV 829328 1461019 28.02% 6.566%
8.039 878 885 894 rBV 170754 297854 5.71% 1.339%
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8.362 933 940 950 rBV 740328 1283827 24.62% 5.770%
9.220 1079 1086 1098 rBV 668394 1286660 24.68% 5.783%
10.870 1360 1367 1379 rBV 228586 449670 8.62% 2.021%
rBvV 1899886 2989671 57.34% 13.437%
14.166 1924 1928 1936 rBV 49676 85039 1.63% 0.382%
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11 14.718 2014 2022 2029 rBvV 453928 735077 14.10% 3.304%
12 16.216 2270 2277 2298 rBV 1838818 2918233 55.97% 13.116%
13 17.479 2486 2492 2499 rBvV2 593114 933350 17.90% 4_.195%
14 17.861 2549 2557 2566 rBVS8 31065 107877 2.07% 0.485%
15 18.072 2588 2593 2599 rVB 47498 69017 1.32% 0.310%

16 18.354 2637 2641 2649 rBV5 71075 121234 2.33% 0.545%
17 19.230 2783 2790 2793 rBV9 32018 76740 1.47% 0.345%
18 19.623 2853 2857 2863 rBV2 90824 142009 2.72% 0.638%
19 20.093 2931 2937 2943 rBV 4004895 5214161 100.00% 23.435%
20 20.974 3082 3087 3094 rBV 338155 474394 9.10% 2.132%

21 21.791 3219 3226 3237 rBV 640674 1150221 22.06% 5.170%
22 25.122 3784 3793 3805 rVB2 344091 1069032 20.50% 4 _805%

Sum of corrected areas: 22249687
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024110.D

Acqg On 24 Sep 2016 5:38

Operator : UM/SJ

Sample - H4893-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024110.D
4000000

3000000
2000000

1000000 7.57

5.59
7.21
5.10 k i 8.04 10.87
] EEE T L I L o EEEETR—.
Time--> 3.00 3.50 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 1250

Abundance TIC: BG024110.D
4000000 20.09

8.36 9.22

3000000
2000000 13.33 16.22

1000000
21.79

17.48
14.72 o7 A
14.17 A, 17.88.018.35 19231962 || k

O E L T I e E L B e e e

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: BG024110.D
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3000000
2000000

1000000

25.12

A

T T T T T T T o o T e e T T o e e e T e e 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\BG092316\
Data File : BG024110.D

Acq On 1 24 Sep 2016 5:38

Operator : UM/SJ

Sample - H4893-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.10 6.17 ng 91899 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 25
4 2,2,3,3,5,8,11-Heptamethyl-4,7,1._._ 348 C18H4004Si 1000367-07-2 25
5 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 25
Abundance Scan 385 (5.102 min): BG024110.D (-381) (-) m/z 43.05 100.00%

43
5000

101 R EEREE e RRANE]
l 4.80 5.00 5.20 5.40
137 207
ol b3 230 207 20326 38 A8 M "m/z 59.05 67.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA IL L L L L L B BB |

480 5.00 5.20 5.40
m/z 101.05  20.98%

101
Obr 1 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43

4.80 5.00 5.20 5.40

5000 m/z 57.90 10.81%
101
15
O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59 4.80 5.00 520 5.40

m/z 41.05 10.54%
5000 101

27
Wi

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024110.D

Acq On 1 24 Sep 2016 5:38

Operator : UM/SJ

Sample - H4893-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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 unknown7.57 Concentration Rank 1

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

7.57 98.10 ng 1461020 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 22
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 805 (7.569 min): BG024110.D (-799) (-) m/z 132.05 100.00%
132
68
5000
o 720 7.40 7.60 7.80 8.00
o! 1..l,l.. 00 303 424 490 ' 'm/z 68.05  58.10%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 I SR I LR
720 7.40 7.60 7.80 8.00
m/z 66.00 40.28%

D

\H\
m/z--> 00 150 200 250 300 350 400 450 500
Abundance
132

7.20 7.40 7.60 7.80 8.00

5000 97 m/z 134.00 30.16%
31 70
okt e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e  REmEa
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 25.92%

5000
33 105
Ll
L S L LN DAL SRR AL LR B WL S B

m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024110.D

Acq On 1 24 Sep 2016 5:38

Operator : UM/SJ

Sample - H4893-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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 4 unknownl7.86 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.86 2.31 ng 107877 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H2002 006382-07-6 46
2 lIsoxazole, 3,4-dimethyl-5-(2-thi... 179 C9HINOS 056421-65-9 18
3 2-Heptadecenal 252 C17H320 1000143-48-6 18
4 1-Tetradecene 196 C14H28 001120-36-1 15
5 Chloroacetic acid, tetradecyl ester 290 C16H31CI02 018277-86-6 15
Abundance Scan 2557 (17.861 min): BG024110.D (-2549) (-) m/z 179.05 100.00%
57 179
83 135
5000
07
158 | 208 525  9gg290 343 410 17.60 17.80 18.00 18.20
0 m/z 57.05 85.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67713: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]-
179
135
5000 107
17.60 17.80 18.00 18.20
m/z 41.05 77.19%
41 77 208
Olllng ‘:‘Hl‘“u‘u‘“u i“lmu‘“‘:‘ |“|‘|||‘ A ‘:::: T
m/z--> 50 100 150 200 250 300 350 400
Abundance
179
17,60 17.80 18.00 18:20
5000 111 m/z 83.00 61.17%
68
4l 136
L L L WL L L WL L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #104153: 2-Heptadecenal
43 17.60 17.80 18.00 18.20
83 m/z 135.00 60.78%
5000
111
o | 138 166 194 225 251
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20

8270-BG092316.M Mon Sep 26 18:58:14 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024110.D

Acq On 1 24 Sep 2016 5:38

Operator : UM/SJ

Sample - H4893-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.35 2.60 ng 121234 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 62
3 I-(+)-Ascorbic acid 2,6-dihexade... 652 C38H6808 028474-90-0 58
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 2640 (18.349 min): BG024110.D (-2637) (-) m/z 73.05 100.00%

7B
43

5000

213
e R L
oas 281 314 355 308 18.00 18.20 18.40 18.60

0 m/z 43.00 76.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
0
5000 129 LA L L L L LB L

18.00 18.20 18.40 18.60
m/z 60.05 72.07%

157 185 213 256

0‘ ‘:“hH ‘\H H \ ‘ ‘ | ‘ ‘

R B R B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
a3 73
18.00 18.20 18.40 18.60
5000 m/z 41.05 68.25%
129 171 214
98
Okl e L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #242221: |-(+)-Ascorbic acid 2,6-dihexadecanoate LN B o e
18.00 18.20 18.40 18.60
m/z 55.05 61.23%
5000
209330 3%
o SRR L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18. OO 18 20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024110.D

Acq On 1 24 Sep 2016 5:38

Operator : UM/SJ

Sample - H4893-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.62 3.04 ng 142009 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 52
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
Abundance Scan 2856 (19.617 min): BG024110.D (-2853) (-) m/z 73.00 100.00%
43
5000
284 o0 10 80 10190 on A
331355 403 438 19.40 19.60 19.80 20.00
O m/z 57.00 92 .98%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #131259: Octadecanoic acid
43
73
5000 LI B LN SULBULN B
129 mmmmmmmm
185 m/z 55.05 80.59%
241
0||1|8L| \‘\ MH‘ ‘h\ H\ ‘\ \];57\ \ \21?\ ‘ |||‘|||||||||| e
miz--> 0 50 100 150 200 250 300 350 400
Abundance
73
43 " 10140 19.60 19.80 20.00
5000 m/z 43.05 79.93%
129
185 228
97
157
L S A UL UL R UL S
miz--> 0 50 100 150 200 250 300 350 400
Abundance #72643: Tridecanoic acid R B AN B
43 | 78 19.40 19.60 19.80 20.00
m/z 60.05 69.43%
5000 129
171
214
ol 15 “h{.’.\.,.{...,....,....,....,....,
miz--> 0 50 150 200 250 300 350 400 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024110.D

Acq On 1 24 Sep 2016 5:38

Operator : UM/SJ

Sample - H4893-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .M

Quant Title 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 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.97 8.25 ng 474394 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,3,5-Triazine-2,4(1H,3H)-dione, ... 252 C12H20N402 051235-04-2 95
2 Pyrimidin-4(3H)-one, 6-amino-3-m... 171 C6H9N30S 102363-06-4 36
3 Benzeneethanamine, 2-fluoro-4-hy... 171 C8H10FNO2 1000116-43-3 36
4 2-Ethoxydecylphthalimide 331 C20H29N03 1000227-42-3 36
5 2,4-Difluorophenyl isothiocyanate 171 C7H3F2NS 141106-52-7 32

Abundance Scan 3086 (20.969 min): BG024110.D (-3082) (-) m/z 171.05 100.00%
171
5000 83
128 UV BN BUNSRA SO
20.60 20.80 21.00 21.20
Oh— ,‘. M.'. iy 4 207 252281305 s sssalt 475 pso g3 05 38.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #103583: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(...
171
5000 VAU AR AR
20.60 20.80 21.00 21.20
83 m/z 71.00 23.90%
128
0 56 Jd ‘\ | \‘ | 207 25‘2
m/z--> éo 100 150 200 250 300 350 400 450
Abundance
171
124 UMV AR R
57 20.60 20.80 21.00 21.20
5000 83 m/z 44.00 18.59%
33
S A U U L L UL AL LI UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #39328: Benzeneethanamine, 2-fluoro-4-hydroxy-5-methoxy- R B o B o o e LI
171 20.60 20.80 21.00 21.20
m/z 128.05 15.41%
111
5000
83
0 ..Lﬂl‘...‘.luujuulu — T T
m/z--> 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024110.D

Acq On : 24 Sep 2016 5:38

Operator : UM/SJ

Sample - H4893-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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]
2-Pentanone, 4-hy... 5.10 6.2 ng 91899 1 8.04 297854 20.0
unknown? .57 7.57 98.1 ng 1461020 1 8.04 297854 20.0
unknownl17 .86 17 .86 2.3 ng 107877 4 17.48 933350 20.0
n-Hexadecanoic acid 18.35 2.6 ng 121234 4 17.48 933350 20.0
Octadecanoic acid 19.62 3.0 ng 142009 4 17.48 933350 20.0
1,3,5-Triazine-2,... 20.97 8.3 ng 474394 5 21.79 1150220 20.0
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