LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020078.D

Aca On : 10 Dec 2015 16:38

Operator : UM/SJ

Sample : 64683-05

Misc :

ALS Vial : 11 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:\HPCHEM1I\BNA G\METHODS\8270-BG120215.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 2.989 20 25 36 rvB 165006 214151 14.74% 2.686%
2 5.180 392 398 406 rBV 96343 145368 10.01% 1.824%
3 5.656 472 479 489 rBV 312434 486334 33.48% 6.101%
4 7.260 743 752 761 rBV 342073 579613 39.90% 7.271%
5 7.636 806 816 827 rBV 323501 551270 37.95% 6.916%
6 8.106 889 896 904 rBV 66003 108527 7.47% 1.361%
7 8.435 944 952 960 rBV 224812 389062 26.78% 4.881%
8 9.275 1087 1095 1104 rBV 205086 357719 24.62% 4_487%
9 10.926 1369 1376 1383 rBV 96379 168285 11.58% 2.111%
10 13.365 1783 1791 1800 rBvV 586038 909829 62.63% 11.414%

11 14.181 1924 1930 1938 rVB 126374 176084 12.12% 2.209%
12 14.739 2018 2025 2034 rVB2 166250 266927 18.37% 3.349%

13 15.568 2161 2166 2170 rVB 15233 19750 1.36% 0.248%
14 16.220 2269 2277 2289 rBV 455749 677493 46.64% 8.499%
15 16.426 2308 2312 2315 rBV2 16917 23386 1.61% 0.293%
16 17.219 2441 2447 2450 rBV 12494 16856 1.16% 0.211%
17 17.477 2485 2491 2497 rBV2 220342 334712 23.04% 4_.199%
18 18.347 2633 2639 2646 rBV2 27468 39672 2.73% 0.498%
19 19.205 2781 2785 2793 rBV2 15954 23913 1.65% 0.300%
20 19.522 2827 2839 2844 rBV3 12719 22317 1.54% 0.280%
21 19.751 2874 2878 2885 rVB3 16947 31121 2.14% 0.390%
22 19.886 2896 2901 2907 rVB2 15449 26516 1.83% 0.333%
23 20.080 2928 2934 2940 rBV 1148794 1452725 100.00% 18.224%
24 20.756 3043 3049 3054 rBV3 13129 19334 1.33% 0.243%
25 20.838 3060 3063 3068 rVB2 12046 15577 1.07% 0.195%
26 21.014 3091 3093 3098 rVB 12819 16332 1.12% 0.205%
27 21.379 3151 3155 3164 rVB4 21973 37842 2.60% 0.475%
28 21.532 3173 3181 3184 rBV2 13000 24325 1.67% 0.305%
29 21.749 3211 3218 3224 rBV 262463 433451 29.84% 5.438%
30 23.453 3504 3508 3517 rVB4 7767 14796 1.02% 0.186%

31 25.027 3765 3776 3789 rBV 133382 388189 26.72% 4_.870%

Sum of corrected areas: 7971476
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020078.D

Aca On : 10 Dec 2015 16:38

Operator : UM/SJ

Sample : 64683-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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: BG020078.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020078.D

Aca On : 10 Dec 2015 16:38

Operator : UM/SJ

Sample : 64683-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown2.99 Concentration Rank 3

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

2.99 39.47 ng 214151 1,4-Dichlorobenzene-d4 8.11
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 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 Borane. dimethoxv- 74 C2H7B0O2 004542-61-4 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 25 (2.989 min): BG020078.D (-20) (-) m/z 73.00 100.00%
]
5000 43 !E
89
55 2.90 3.00 3.10 3.20 3.30 3.40
O”I””P'”P“Jﬁmu'#W“'WJ”I””P'”P“W'”W”'W“”I””P" m/z 43.00 49.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
31 89 m/z 89.00 32.90%
M P
e s AN AN RN SRR AR AR RS R A RARSS AL LN LR RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 8.97%
57
29 41
o 15 49 87
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
] 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 7.46%
5000 55
43
0 2" 35 |, || 65 | 818 101109 119 129137145
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 110 150 13'0 14'10 1éo 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020078.D

Aca On : 10 Dec 2015 16:38

Operator : UM/SJ

Sample : 64683-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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.

5.18 26.79 ng 145368 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 9
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 398 (5.180 min): BG020078.D (-392) (-) m/z 42.95 100.00%
43
59
5000
101 AN RS R UL
53 83 | 480 5.00 5.20 5.40 5.60
o) SASENREESIAESENIMSMBENIMIN 14 SSIMBA. Y PSS MSSMMT ASU m/z 59.00 57.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A I R LU
59 480 5.00 520 540 5.60
m/z 101.00 21.55%
15 31 101
o | 25°° 37, 53 83
miz--> 5 % 3 40 % 6 7o 8 90 100 110 130
Abundance
43
480 500 520 540 560
5000 m/z 58.00 16.14%
101
15 27 71
0 33 49 96 g2 77 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8142: 2-Pentanol, 2,4-dimethyl- A N R
50 4.80 500 520 5.40 5.60
m/z 41.00 9.00%
5000
43
27
o 37\\“ 53, | 65 71 77 83 101 45
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020078.D

Aca On : 10 Dec 2015 16:38

Operator : UM/SJ

Sample : 64683-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : 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 unknown7.64 Concentration Rank 1

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

7.64 101.59 ng 551270 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 817 (7.642 min): BG020078.D (-806) (-) m/z 132.00 100.00%
5000

7.40 7.60 7.80 8.00

01 m/z 68.00 46 .50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LI B L L L L L L LB
7.40 7.60 7.80 8.00
- 70 m/z 133.90 32.91%
60
. C s 7T g5 | 105 116
R B B R L R e R AR RARRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
B B B
7.40 7.60 7.80 8.00
5000 m/z 66.00 31.72%

15 28 3 5 8 77 90 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e R B
132 7.40 7.60 7.80 8.00
m/z  69.00 19.86%
5000
33 44 o g7 105
78
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121115\
Data File : BG020078.D

Aca On : 10 Dec 2015 16:38

Operator : UM/SJ

Sample : 64683-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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.
18.35 2.37 ng 39672 Phenanthrene-d10 17.48
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 59
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47
Abundance Scan 2640 (18.353 min): BG020078.D (-2633) (-) m/z 73.00 100.00%
73
60
43
5000 129
97 - 213
115 157 717185 199 256 18.00 18.20 18.40 18.60
o} m/z 60.00 77.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000 VNN BSUREN SUULRE
18.00 18.20 18.40 18.60
m/z 43.00 68.29%
. L ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
- 18.00 18.20 18.40 18.60
5000 m/z 57.00 67.47%
129 242
i 101 115 143 157171 185 199 213226
O A T R S A EREamae
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 240 2éo
Abundance #75071: Tetradecanoic acid A EmmaT s
60 73 18.00 18.20 18.40 18.60
43 m/z 41.00 61.40%
5000 129
; 185 228
01115 | 1435171
0 “ ‘\ " ‘H“ |T||}||||| |“|‘|||‘||fl-|5|7|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121115\
Data File : BG020078.D

Acq On : 10 Dec 2015 16:38

Operator : UM/SJ

Sample - G4683-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
unknown?2 .99 2.99 39.5 ng 214151 1 8.11 108527 20.0
2-Pentanone, 4-hy... 5.18 26.8 ng 145368 1 8.11 108527 20.0
unknown? .64 7.64 101.6 ng 551270 1 8.11 108527 20.0
n-Hexadecanoic acid 18.35 2.4 ng 39672 4 17.48 334712 20.0
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