LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\

Data File : BG023024.D

Aca On - 12 Jul 2016 6:37 Instrument :

Operator : UM/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

a?zgle : H3963-02 B

ALS Vial : 19 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 3.037 29 34 47 rBY 2536314 3480659 31.16% 5.736%
2 5.223 400 406 413 rvB 364572 572377 5.12% 0.943%
3 5.699 480 487 497 rBV 2352183 3733746 33.43% 6.153%
4 7.309 751 761 773 rBVY 2666787 4661056 41.73% 7.682%
5 7.685 816 825 835 rBVY 2390902 4208053 37.68% 6.935%

8.149 898 904 913 rVB 372294 676094 6.05% 1.114%
8.478 952 960 970 rBV 1723220 3016670 27.01% 4.972%
9.324 1096 1104 1115 rBV 1595147 2988668 26.76% 4._.925%
10.981 1378 1386 1394 rBV 613366 1085025 9.71% 1.788%
13.419 1793 1801 1811 rBV 4649258 7399826 66.25% 12.195%

=
QO ~NO®

11 14.242 1934 1941 1947 rBV 852941 1307580 11.71% 2.155%
12 14.800 2029 2036 2043 rVB2 1093693 1773228 15.88% 2.922%
13 16.292 2282 2290 2299 rBV 4289899 6681584 59.82% 11.012%
14 17.556 2496 2505 2512 rBV 1459798 2254849 20.19% 3.716%
15 18.419 2648 2652 2658 rBV2 213436 308196 2.76% 0.508%

16 20.158 2942 2948 2954 rBV 8184671 11169337 100.00% 18.408%
17 21.469 3166 3171 3180 rBV3 209203 397204 3.56% 0.655%

18 21.862 3232 3238 3247 rVB 1489159 2538681 22.73% 4.184%
19 25.252 3804 3815 3829 rVvB2 792283 2425086 21.71% 3.997%

Sum of corrected areas: 60677919
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023024.D

Aca On - 12 Jul 2016 6:37

Operator : UM/SJ

Sample . H3963-02

Misc :

ALS Vvial : 19 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: BG023024.D
8000000

6000000

4000000

7.31
3.04 5.70 7.68
2000000 8.48 9.32

5.22 8.15 A 10.98
i A “ A

e L

Time--> 3. OO 3.50 4.00 4. 50 5. OO 5. 50 6. OO 6. 50 7. OO 7. 50 8. OO 8. 50 9. OO 9. 50 10 00 10 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG023024.D
8000000 20116

6000000

13.42
16.29

4000000

2000000 21.86

17.56
14.24 14.80

18.42 | 21.47
o) NNISENES | WSS | WSS | U WESUNPULY M | SR SHNMUSSTSEEISEEPSSSSEE LSS S S S AR St S LS 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: BG023024.D
8000000

6000000

4000000

2000000
25.25

T T T T T T o T e T T T e T e e e e e e 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\BGO71116\
Data File : BG023024.D

Aca On 12 Jul 2016 6:37

Operator : UM/SJ

Sample = H3963-02

Misc :

ALS Vial : 19 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 2

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

3.04 102.96 ng 3480660 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
4 1.3.5-Trioxane 90 C3H603 000110-88-3 4
5 1,3-Dioxolane, 2-(6-heptynyl)- 168 C10H1602 025595-82-8 4

Abundance Scan 34 (3.037 min): BG023024.D (-29) (-) m/z 73.05 100.00%
7B
so00{ 43 /\\_
e —————
300 320  3.40
Ol -ty .L?l.l.?f% 09219 | 272299 340366 ol 5% m/z 43.10 49.48%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 T T T
300 320 340
m/z 89.10 34 .53%
0|"'"|""|""|"" DYDY S SN SR B S
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
300 320 340
5000 m/z 41.10 9.01%
41
L S L A WL S B B WL B B
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #720: N-Ethylformamide LAy et
30 300 320  3.40
73 m/z 45.10 8.21%
5000 /\k\
L S L B WL S B B WL B B o T
miz--> 0 50 100 150 200 250 300 350 400 450 500 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023024.D

Aca On 12 Jul 2016 6:37

Operator : UM/SJ

Sample = H3963-02

Misc :

ALS Vial : 19 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 4

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

5.22 16.93 ng 572377 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 40
3 Hvdrazine. 1.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17

Abundance Scan 406 (5.223 min): BG023024.D (-400) (-) m/z 43.05 100.00%
43
5000
101 Y A .
4.80 5.00 520 5.40 5.60
Ol P L 247175 207 254280 827 80 "m/z 59.05  67.29%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrryrrrTyrrrTyTTT T T

4.I80 5.00 5.20 5.40 5.60
m/z 101.10  26.30%

15 ‘ 101
0 ‘ g \‘
R B B e R R B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
R B AR
4.80 5.00 520 5.40 5.60
5000 m/z 58.10 13.60%
101
70
15
o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- R T e R
50 4.80 5.00 520 5.40 5.60
m/z 41.05 8.13%
5000 101
27
o+ -t
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023024.D

Aca On 12 Jul 2016 6:37

Operator : UM/SJ

Sample = H3963-02

Misc :

ALS Vial : 19 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.

7.68 124.48 ng 4208050 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 824 (7.679 min): BG023024.D (-816) (-) m/z 132.00 100.00%
132
68
5000
w0 | % 740 7.60 7.80 8.00
0 ), .l,l. A 163 207236 2/0 830 . A82.486 503 ' 'm/z 68.10 59.56%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R UL UL R
7.40 7.60 7.80 8.00
3 70 m/z 66.10 39.83%
O'wauﬁﬁ"“l"”l"”l"“l"”l"”l"“l'”'l'”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 32.27%
33 105
70
R I L UL L WL WL WL SIS B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine EEa T e e .
132 7.40 7.60 7.80 8.00
69 m/z 69.10 25.85%
104
5000
31
L B S B S WL S B S U UL UL R
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\BGO71116\
Data File : BG023024.D

Aca On 12 Jul 2016 6:37

Operator : UM/SJ

Sample = H3963-02

Misc :

ALS Vial : 19 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-Decanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.73 ng 308196 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 76
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Heptanoic acid 130 C7H1402 000111-14-8 35
Abundance Scan 2652 (18.419 min): BG023024.D (-2648) (-) m/z 73.00 100.00%
5000 129
213
157 185 256 18.20 18.40 18.60 18.80
o bl .|.~}‘.L'. oL 2B 312 3% 418439 | Thzz 60.00  90.80%
m/z--> 150 200 250 300 350 400
Abundance #37192: n-Decanoic acid
6
5000{ 29 L S I L TS B
129 1820 18.40 18.60 18.80
87 m/z 55.10 81.21%
‘ 172
0‘ ”l.“h‘.“l‘l“‘...‘luu‘..luuuu....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
"' 1820 18.40 18.60 18.80
5000 256 m/z 43_.10 77 .20%
129
97 213
157 185
0"'I""I""I"" NN UL UURLELELI SR SR
m/z--> 100 150 200 250 300 350 400
Abundance #65565: Tridecanoic acid R e e
18.20 18.40 18.60 18.80
m/z 41.05 68.71%
5000
171
214
0! \ihh;llu ||||{|||||||||||||||||||||||
m/z--> 5 200 250 300 350 400 18.20 18.40 18.60 18.80
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

= Z:\HPCHEMI\BNA G\DATA\BGO71116\
: BG023024.D

12 Jul 2016 6:37

: UM/SJ

: H3963-02

19 Sample Multiplier: 1

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

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 9-Hexacosene

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2147 3.13ng 397204  Chrysene-di2 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexacosene 364 C26H52 071502-22-2 94
2 5-Eicosene. (EBE)- 280 C20H40 074685-30-6 93

3 Hexadecanoic acid. 2-hvdroxv-.

m... 286 C17H3403

016742-51-1 91

4 2-Methvl-7-nonadecene 280 C20H40 219750-68-2 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 76
Abundance Scan 3171 (21.469 min): BG023024.D (-3166) (-) m/z 69.10 100.00%
69
97
5000 41
e R
25153 208 21.20 21.40 21.60 21.80
181 250280 327355 414 461
ob i s m/z 55.05 85.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #146451: 9-Hexacosene
43 7
69
5000 LA L L L L L LB
m 21.20 21.40 21.60 21.80
264 m/z 57.10 84.91%
0..“‘.“ Hh\”\\”\\‘\\‘\il ||||L|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55
e et
83 21.20 21.40 21.60 21.80
5000 m/z 43.10 82.78%
29 111
o 139167 196223 252280
o B B B e T B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109918: Hexadecanoic acid, 2-hydroxy-, methy! ester e T
56 21.20 21.40 21.60 21.80
83 m/z 83.10 81.78%
29
5000
111
ol LM ) 239 227 286
”..,”..“...“...“......w...w..”,..”,.”.,.”., T P ey
m/z--> 50 100 150 200 250 300 350 400 450 500 21 20 21. 40 21. 60 21. 80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_G\DATA\BGO71116\

BG023024.D

12 Jul 2016 6:37

UM/SJ

H3963-02

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown3.04

2-Pentanone, 4-hy...

unknown7 .68
n-Decanoic aci
9-Hexacosene

8270-BG0O70816.M Tue Jul 12 18:55:20 2016

d

3.04 103.0 ng
5.22 16.9 ng
7.68 124.5 ng
18.42 2.7 ng
21.47 3.1 ng

RT EstConc Units Response

3480660
572377
4208050
308196
397204

|--Internal Standard---|
| # RT Resp Conc]

1 676094 20.0
1 676094
1 8.15 676094 20.0
4 17.56 2254850 20.0
5 21.86 2538680 20.0
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