LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023071.D

Aca On 13 Jul 2016 15:50

Operator : UM/SJ

Sample = H3946-09

Misc :

ALS Vial : 5 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 3.038 29 34 61 rVvB 5451864 8881762 100.00% 17.027%
2 5.224 400 406 412 rBV 348452 553984 6.24% 1.062%
3 5.700 479 487 497 rBV 1593345 2607455 29.36% 4 _.999%
4 7.310 753 761 771 rVB 1785302 3167613 35.66% 6.072%
5 7.680 816 824 833 rBVY 1670510 2920750 32.88% 5.599%

8.150 898 904 911 rVvB2 337247 594995 6.70% 1.141%
8.479 952 960 967 rBV 1190097 2082639 23.45% 3.993%
9.325 1095 1104 1116 rBV 1143733 2055090 23.14% 3.940%
10.982 1377 1386 1396 rBV 519775 949122 10.69% 1.820%
13.420 1793 1801 1812 rBY 3090307 4982493 56.10% 9.552%

=
QO ~NO®

11 14.237 1932 1940 1947 rBV 598687 924621 10.41% 1.773%
12 14.801 2028 2036 2045 rBV2 960822 1610092 18.13% 3.087%
13 16.293 2283 2290 2307 rBV 3331688 5108061 57.51% 9.792%
14 17.280 2454 2458 2463 rBV2 84082 107748 1.21% 0.207%
15 17.557 2498 2505 2511 rBV2 1377465 2145340 24.15% 4.113%

16 18.426 2646 2653 2661 rBv2 290271 466385 5.25% 0.894%
17 18.708 2696 2701 2709 rVB3 75067 133966 1.51% 0.257%
18 19.689 2865 2868 2873 rBv4 93806 114822 1.29% 0.220%
19 20.159 2942 2948 2954 rBV 5742121 7787056 87.67% 14.928%
20 21.470 3168 3171 3180 rBV5 140342 316455 3.56% 0.607%

21 21.722 3211 3214 3220 rVB 93787 125874 1.42% 0.241%
22 21.863 3231 3238 3245 rBV2 1417885 2436588 27.43% 4.671%
23 25.253 3805 3815 3824 rBV2 704740 2090574 23.54% 4.008%

Sum of corrected areas: 52163485
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023071.D

Aca On : 13 Jul 2016 15:50

Operator : UM/SJ

Sample : H3946-09

Misc :

ALS Vvial : 5 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: BG023071.D
3.04

5000000
4000000
3000000

2000000 7.31 7 68
8.48 9.33

1000000
5.22 8.15 10.98
NI | A

e R A R e e R L LN RARAR Raama L L e I

Time--> 300 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023071.D

20116

5000000

4000000
16.29

13.42
3000000

2000000

17.56 21.86

14.80

1000000 14.24

18.4
17.28 Afe.n 19.69 2L
O e A e R e B R R e e T B 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: BG023071.D

5000000

4000000

3000000

2000000

1000000 25.25

e e S SR ——————

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\BGO071316\
Data File : BG023071.D

Aca On : 13 Jul 2016 15:50

Operator : UM/SJ

Sample - H3946-09

Misc :

ALS Vial : 5 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 1

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

3.04 298.55 ng 8881760 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrCI302 1000115-31-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 34 (3.038 min): BG023071.D (-29) (-) m/z 73.05 100.00%
73
43
5000
300 320 340
0 ud 103 148 187214 280276 346 38 m/z 43.10 61.92%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LA LA L N
3.00 320 340
‘ m/z 89.10 46.52%
0|"HH“|”""|"''|""|""|"''|""|""|""|""
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
30 73
300 320 340
5000 m/z 41.05 12 _.86%
e S B L UL UL UL S SIS IR /\“
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #2183: 1,3-Diaminoguanidine ——
43 3.00 320 340
m/z 45.10 11.44%
89
5000{ 18 /\\v__
0 R L S W I B S A AL UL AL
miz-> 0 50 100 150 200 250 300 350 400 450 3.00 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023071.D

Aca On : 13 Jul 2016 15:50

Operator : UM/SJ

Sample - H3946-09

Misc :

ALS Vial : 5 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 18.62 ng 553984 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 37
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
5 Acetic acid, 10,11-dihydroxy-3,7... 298 C17H3004 1000194-28-5 25

Abundance Scan 405 (5.218 min): BG023071.D (-400) (-) m/z 43.10 100.00%
a3
5000
101 Y I CE
4.80 5.00 5.20 5.40 5.60
Ol L[ 132 169 224255 292 887 o e m/Zz 59.10 73.23%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrrrrpr T T T T

480 5.00 520 5.40 5.60
m/z 101.10 24.99%

‘ 101
o L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
31 59
R AREREEEE LSS
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 18.11%
89
ol b 22— e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- BAREEEEEEN S S
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 10.22%
5000 101
Zwl
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023071.D

Aca On : 13 Jul 2016 15:50

Operator : UM/SJ

Sample - H3946-09

Misc :

ALS Vial : 5 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 2

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

7.68 98.18 ng 2920750 1,4-Dichlorobenzene-d4 8.16
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 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 824 (7.680 min): BG023071.D (-816) (-) m/z 132.00 100.00%
132
68
5000
40 9|6 113 192 213 264 297 324 355 7.0 760 780 B0
o L 118 | 192213 264 207 324 355 m/z 68.10 60.62%
m/z--> 50 100 150 200 250 300 350
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 5 T
7.40 7.60 7.80 8.00
70 m/z 66.10 39.64%
3 ‘
0.‘.‘l“l“.‘.‘.‘luuu‘.|....|..............
m/z--> 50 100 150 200 250 300 350
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 34 _.25%
33 105
70
m/z--> 50 100 150 200 250 300 350
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R R
132 7.40 7.60 7.80 8.00
69 m/z 69.10 26.97%
104
5000
31 51
0."‘.‘,l.a‘J..,‘....,....,.... — T I REEEE e S
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023071.D

Aca On : 13 Jul 2016 15:50

Operator : UM/SJ

Sample - H3946-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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 5 n-Hexadecanoic acid Concentration Rank 5

0

129
157185213 256

281 325 370 406

5000

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256
129
213
Hl 1 | 157185
0 NWWMNN,MLMqum. S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43
5000 129
171
99 214
O e T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83686: Pentadecanoic acid

100 150 200 250 300 350 400 450 500

R.T. EstConc Area Relative to ISTD R.T.
18.43 4_.35 ng 466385 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2654 (18.432 min): BG023071.D (-2646) (-) m/z 73.05 100.00%
a3 | P
5000

18.20 18.40 18.60 18.80

m/z

59.95 93.56%

18.20 18.40 18.60 18.80

m/z

43.10 80.92%

18.20 18.40 18.60 18.80

m/z

55.10 69 .56%

18.20 18.40 18.60 18.80

m/z

41.10 69.25%

18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\
Data File : BG023071.D

Aca On : 13 Jul 2016 15:50

Operator : UM/SJ

Sample - H3946-09

Misc :

ALS Vial : 5 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 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.47 2.60 ng 316455 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 93
3 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
5 1-Nonadecanol 284 C19H400 001454-84-8 90
Abundance Scan 3171 (21.470 min): BG023071.D (-3168) (-) m/z 83.05 100.00%
43 83
5000
MO 1020959 BL e 5120 2140 2160 2130
Ob——ailyly m/z 43.05 95.46%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72491: Cyclohexadecane
55
5000 L S UL B SULE
29 111 2120 21.40 21.60 21.80
‘ ‘ m/z 69.10 89.28%
0..\.‘.‘,‘ \‘ ‘H | “1:‘39367-1%-2-%-4-.----.----.----.----.----.---
m/z--> 50 250 300 350 400 450 500
Abundance
43
83 RIS BRI BN BRI SUNRE
21.20 21.40 21.60 21.80
5000 m/z 57.10 87 .51%
111
o 139 182210
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140345: Bromoacetic acid, pentadecy! ester A B B e
43 g3 21.20 21.40 21.60 21.80
m/z 55.10 83.37%
5000
111
m/z--> 50 100 150 200 250 300 350 400 450 500 2120 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071316\
Data File : BG023071.D

Acq On 13 Jul 2016 15:50

Operator : UM/SJ

Sample - H3946-09

Misc :

ALS Vial : 5 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 3.04 298.6 ng 8881760 1 8.16 594995 20.0
2-Pentanone, 4-hy... 5.22 18.6 ng 553984 1 8.16 594995 20.0
unknown? .68 7.68 98.2 ng 2920750 1 8.16 594995 20.0
n-Hexadecanoic acid 18.43 4.3 ng 466385 4 17.56 2145340 20.0
Cyclohexadecane 21.47 2.6 ng 316455 5 21.86 2436590 20.0
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