LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022947.D

Aca On > 9 Jul 2016 2:05

Operator : UM/SJ

Sample = H3900-01

Misc :

ALS Vial : 45 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-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 heiaht area % max. total
1 3.043 31 35 45 rVB 155727 213986 2.63% 0.415%
2 5.223 402 406 412 rvVB 93041 139677 1.72% 0.271%
3 5.699 480 487 497 rBV 1646031 2727866 33.56% 5.289%
4 7.309 754 761 772 rBV 1947515 3381710 41.61% 6.556%
5 7.685 817 825 832 rBVY 1750166 3079032 37.88% 5.969%
6 8.155 897 905 911 rBV 409692 684524 8.42% 1.327%
7 8.478 953 960 977 rVB 1278928 2234713 27 .49% 4.333%
8 9.324 1095 1104 1113 rBVY 1196366 2157237 26.54% 4.182%
9 10.981 1378 1386 1394 rVB 635987 1122430 13.81% 2.176%
10 13.419 1791 1801 1811 rBVY 3457094 5447356 67.02% 10.561%

11 14.242 1932 1941 1947 rBV 2938454 4431151 54.52% 8.591%
12 14.800 2029 2036 2045 rVvB2 1137577 1885925 23.20% 3.656%
13 16.286 2282 2289 2298 rBV 3398423 5290126 65.09% 10.256%
14 16.480 2318 2322 2331 rVB3 54817 108412 1.33% 0.210%
15 17.555 2497 2505 2511 rBV2 1544448 2352123 28.94% 4 _560%

16 18.419 2647 2652 2660 rBV 323718 485555 5.97% 0.941%
17 19.277 2791 2798 2805 rBV9 72164 130943 1.61% 0.254%
18 19.688 2863 2868 2874 rBV3 101566 151130 1.86% 0.293%
19 19.835 2888 2893 2897 rVB 336886 397241 4._.89% 0.770%
20 19.947 2909 2912 2917 rVB4 90565 104899 1.29% 0.203%

21 20.158 2941 2948 2953 rBV 5791730 8127764 100.00% 15.758%
22 20.869 3065 3069 3075 rvB2 236698 265012 3.26% 0.514%
23 21.451 3164 3168 3179 rVB 363987 536670 6.60% 1.040%
24 21.844 3229 3235 3247 rVB 1521591 2681132 32.99% 5.198%
25 23.354 3485 3492 3498 rBv4 380787 789726 9.72% 1.531%

26 25.205 3797 3807 3821 rVB2 900761 2653778 32.65% 5.145%

Sum of corrected areas: 51580118
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1\BNA G\DATA\BGO70916\
Data File : BG022947.D

Aca On > 9 Jul 2016 2:05

Operator : UM/SJ

Sample : H3900-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022947.D
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022947.D

Aca On > 9 Jul 2016 2:05

Operator : UM/SJ

Sample = H3900-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown3.04 Concentration Rank 3

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

3.04 6.25 ng 213986 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
2 1.3-Dioxolane. 2-(6-heptvnvI)- 168 C10H1602 025595-82-8 9
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
4 1.3-Dioxolane. 2-pentadecvl- 284 C18H3602 004360-57-0 9
5 2,2"-Trimethylenebis-1,3-dioxolane 188 C9H1604 006543-04-0 9

Abundance Scan 34 (3.037 min): BG022947.D (-31) (-) m/z 73.05 100.00%
7B
5000 43 /\L\
' 3.00 320 3.40
L rrrllis, 4 [105 139 179206 238 286 330357 392 428 | nsz 43.10  48.17%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4342: Pentane, 3-methoxy-
73
5000 AR L R
45 ' 3.00 320 3.40
m/z 89.10 29 .50%
0 ,..Wwp...}?%...,....,.... R UN L DAL DL
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73
300 320 340
5000 m/z 45.10 6.61%
45
0 99 123 167
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1967: Silane, tetramethyl-
7B 3.00 3.20  3.40
m/z 41.10 6.29%
5000
43
|%§LJM""|""|""| UL AR DAL DAL DL T T "'I"FN
m/z--> 0 50 100 150 200 250 300 350 400 ' 3.00 320 3.40
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022947.D

Aca On > 9 Jul 2016 2:05

Operator : UM/SJ

Sample = H3900-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
522 4.08ng 139677  1,4-Dichlorobenzene-da 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hydroxv-d-methyl- 116 C6H1202 000123-42-2 42

2 Hvdrazine. 1.1-bis(l-methvlethyl)- 116 C6H16N2 000921-14-2 38
3 Acetic acid. 10.11-dihvdroxy-3.7... 298 C17H3004
4 4-Ethyl-3-octanol 158 C10H220

5 Butanedioic acid, diazo-, dimeth... 172 C6H8N204

019781-26-1 36
055514-36-8 36

1000194-28-5 37

Abundance Scan 406 (5.223 min): BG022947.D (-402) (-) m/z 43.10 100.00%
43
5000
101
480 5.00 5.20 5.40 5.60
ol h 1 128160 205 209290 380 487 516 m/z 59.10 76.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 | LA NRLEL L B L N L LB B}
480 5.00 5.20 5.40 5.60
m/z 101.05 27 .40%
15 101
0 ‘ N )
L i s B LN s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
IIIIIIIAIIIIIIIIIIIIIAIIII
480 5.00 5.20 5.40 5.60
5000 101 m/z 58.05 19.54%
27
oA e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116455: Acetic acid, 10,11-dihydroxy-3,7,11-trimethyl-dod...
B g 480 500 520 540 5.60
m/z 56.10 11.31%
5000
O,HM i R N ERmEsmsass s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022947.D

Aca On > 9 Jul 2016 2:05

Operator : UM/SJ

Sample = H3900-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.68 Concentration Rank 1

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

7.68 89.96 ng 3079030 1,4-Dichlorobenzene-d4 8.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14

5 Pyrazolo(2,3-a)pyridine,

7-methyl- 132 C8H8N2

034760-58-2 10

Abundance Scan 824 (7.679 min): BG022947.D (-817) (-) m/z 132.00 100.00%
132
68
5000
ol 740 7.60 7.80 8.00
0 b s L L4 209237264 810 A% %20 m/z 68.10 58.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 |/|\|||||||||||||||||||||
7.40 7.60 7.80 8.00
m/z 66.05 39.90%
ﬁ3 104
Ol 1 7 1 T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
T T
7.40 7.60 7.80 8.00
5000 m/z 134.00 32.82%
33 105
70
O T T T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine L R
132 7.40 7.60 7.80 8.00
m/z 69.10 26.68%
97
5000
31 70
o,HJJHl.W..”,.”.,”.....w..”,.”.,”..“..w..” e

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 : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022947.D

Aca On > 9 Jul 2016 2:05

Operator : UM/SJ

Sample = H3900-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.42 4.13 ng 485555 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 1-(+)-Ascorbic acid 2.6-dihexade... 652 C38H6808 028474-90-0 58
5 Undecanoic acid 186 C11H2202 000112-37-8 49

Abundance Scan 2652 (18.419 min): BG022947.D (-2647) (-) m/z 73.10 100.00%

43
5000

129 213 “‘-%??wﬁ%*FPFJK¥#¥ﬁ;“F¥¢?4qﬂ

157185 256
. 300 355 411 445 18.20 18.40 18.60 18.80

m/z 60.10 72.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92227: n-Hexadecanoic acid

-

73
5000
18.20 18.40 18.60 18.80
m/z 55.10 60.95%
Lo am 2 0
S o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
R P T T
18.20 18.40 18.60 18.80
5000 129 m/z 43.05 59.97%
199 242
101 = 157
oMMl e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #65565: Tridecanoic acid Y Y T T

18.20 18.40 18.60 18.80

m/z 57.05 59.29%

5000

5

T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022947.D

Aca On > 9 Jul 2016 2:05

Operator : UM/SJ

Sample = H3900-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.84 2.96 ng 397241 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 94
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 76
3 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 46
4 Piperidin-4-carboxvlic acid 129 C6H11NO2 000498-94-2 38
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 32
Abundance Scan 2894 (19.841 min): BG022947.D (-2888) (-) m/z 56.10 100.00%

257
5000

19.60 19.80 20.00 20.20

284312 360 469497 535

416

(o} m/z 57.10 79.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 LA L L L L L
19.60 19.80 20.00 20.20
29 129 257 m/z 257.20 59.47%
o M e T me
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
e S IRLEE hn e
19.60 19.80 20.00 20.20
5000 m/z 43.10 47.46%
29
129
. 8 19 571850213 27 a2
L o LA B e e e i e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester I i e e

19.60 19.80 20.00 20.20
m/z 55.05 39.23%

5000

85 129
157185

282312
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 60 19. 80 20 00 20. 20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022947.D

Aca On > 9 Jul 2016 2:05

Operator : UM/SJ

Sample = H3900-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.45 4.00 ng 536670 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 93
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 90
5 Cyclotridecane 182 C13H26 000295-02-3 87
Abundance Scan 3168 (21.451 min): BG022947.D (-3164) (-) m/z 57.10 100.00%
5000
UL SRR B SO B
39 168 208 21.20 21.40 21.60 21.80
o bk 237268 304 343 429 463490517544 n/z 69.10 83 750
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168066: 17-Pentatriacontene
43
5000 83 LR UL LA SRR B
mmmmmmmm
1 m/z 83.10 82.65%
o M Md | 139167196224 267204321 462490
m/z--> 50 100 1%0 260 2%0 360 3%0 460 4%0 560 '
Abundance
43
83 " 2120 21.40 2160 21.80
5000 m/z 55.10 80.46%
111
. ° a1 22225O 207
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 '
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester B B e &
43 21.20 21.40 21.60 21.80
m/z 43.10 75.69%
5000 83
111
o | 139168105224252
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 ' 2120 2140 2160 2180
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022947.D

Aca On > 9 Jul 2016 2:05

Operator : UM/SJ

Sample = H3900-01

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.35 5.89 ng 789726 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
3 3-Hvdroxv-3-methvl-butvric acid.... 132 C5H12N202 1000193-80-2 53
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 47
5 Octadecanamide 283 C18H37NO 000124-26-5 38
Abundance Scan 3491 (23.349 min): BG022947.D (-3485) (-) m/z 59.10 100.00%

5000

)|

97 LI L B

126 23. OO 23 20 23. 40 23. 60
154 207235 320
o 263291 358 401 456 489 536 / 72.10 76.87%

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

Abundance #135944: 13-Docosenamide, (2)-
59

5000 P
23.00 23.20 23.40 23.60

137
m/z 55.10 52 .69%

337
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59

23. OO 23 20 23. 40 23.60

o

5000 m/z 69.10 37.34%
oL 2 88 Mo 184 220 25328
T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13721: 3-Hydroxy-3-methyl-butyric acid, hydrazide Rl B Ea E e T
32 5 23.00 23.20 23.40 23.60
m/z 43.10 29.62%
5000

|

T — o A i
0

50 100 150 200 250 300 350 400 450 500 23. OO 23 20 23. 40 23. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_G\DATA\BG070916\
Data File : BG022947.D

Acq On > 9 Jul 2016 2:05

Operator : UM/SJ

Sample - H3900-01

Misc :

ALS Vial : 45 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\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .04 3.04 6.3 ng 213986 1 8.15 684524 20.0
2-Pentanone, 4-hy... 5.22 4.1 ng 139677 1 8.15 684524 20.0
unknown7 .68 7.68 90.0 ng 3079030 1 8.15 684524 20.0
n-Hexadecanoic acid 18.42 4.1 ng 485555 4 17.56 2352120 20.0
Hexadecanoic acid... 19.84 3.0 ng 397241 5 21.84 2681130 20.0
17-Pentatriacontene 21.45 4.0 ng 536670 5 21.84 2681130 20.0
13-Docosenamide, ... 23.35 5.9 ng 789726 5 21.84 2681130 20.0
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