LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 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-BG032017.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 5.139 344 349 363 rBV 151849 251002 2.33% 0.503%
2 5.615 422 430 439 rBV 693984 1134465 10.53% 2.275%
3 7.201 693 700 709 rBV 406954 755738 7.01% 1.516%
4 7.577 756 764 778 rBVY 1284699 2285033 21.21% 4 .583%
5 7.841 799 809 822 rBv4 37111 137922 1.28% 0.277%
6 8.041 836 843 853 rBV 514443 861330 7.99% 1.727%
7 8.364 890 898 907 rBVY 2027868 3517479 32.65% 7 .054%
8 9.199 1033 1040 1055 rVB 1368954 2509196 23.29% 5.032%
9 10.244 1211 1218 1225 rVB3 64227 136794 1.27% 0.274%
10 10.368 1226 1239 1246 rBVvV4 98992 321272 2.98% 0.644%

11 10.579 1265 1275 1279 rBV6 86880 244602 2.27% 0.491%
12 10.685 1286 1293 1299 rVvv2 181758 390804 3.63% 0.784%
13 10.744 1299 1303 1312 rVVv7 75154 194862 1.81% 0.391%
14 10.838 1312 1319 1334 rVB 994980 1982466 18.40% 3.976%
15 11.073 1349 1359 1366 rBV2 426225 1108062 10.28% 2.222%

16 11.149 1368 1372 1382 rVB2 103681 198763 1.84% 0.399%
17 11.296 1391 1397 1408 rVB7 91827 290885 2.70% 0.583%
18 11.496 1427 1431 1442 rVBS8 62094 149171 1.38% 0.299%
19 11.678 1455 1462 1463 rVvV3 119218 202224 1.88% 0.406%
20 11.707 1463 1467 1472 rVV 166807 334634 3.11% 0.671%

21 11.772 1473 1478 1482 rVVv4 58120 124923 1.16% 0.251%
22 11.819 1482 1486 1493 rVB3 84094 134517 1.25% 0.270%
23 12.025 1515 1521 1526 rBV2 120009 204029 1.89% 0.409%
24 12.377 1575 1581 1589 rVB2 92165 167230 1.55% 0.335%
25 12.489 1595 1600 1605 rVB 66878 127120 1.18% 0.255%

26 12.736 1638 1642 1647 rVB2 100587 163173 1.51% 0.327%
27 13.276 1726 1734 1745 rBV 4369663 6956124 64.56% 13.951%
28 13.593 1783 1788 1793 rVB2 104035 164350 1.53% 0.330%
29 13.817 1820 1826 1828 rBV3 62468 114310 1.06% 0.229%
30 13.970 1840 1852 1857 rBV4 102636 293594 2.73% 0.589%

31 14.022 1857 1861 1867 rVB3 99220 168477 1.56% 0.338%
32 14.645 1961 1967 1974 rVB2 989980 1607437 14.92% 3.224%
33 14.857 1998 2003 2010 rVB6 54033 124330 1.15% 0.249%
34 15.039 2031 2034 2042 rVB3 59089 109622 1.02% 0.220%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG032017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.256 2067 2071 2077 rBv4 50821 117152 1.09% 0.235%

36 15.480 2105 2109 2114 rVB3 124441 170325 1.58% 0.342%
37 15.832 2162 2169 2176 rBV2 73039 194521 1.81% 0.390%
38 16.126 2211 2219 2228 rBV 1632259 2575945 23.91% 5.166%
39 16.337 2250 2255 2257 rBV 114171 147452 1.37% 0.296%
40 16.737 2319 2323 2328 rBV2 75076 110366 1.02% 0.221%

41 17.125 2385 2389 2393 rBY 117126 150976 1.40% 0.303%
42 17.377 2426 2432 2438 rBV2 1338997 1999848 18.56% 4.011%
43 18.253 2577 2581 2587 rBV 135602 208425 1.93% 0.418%
44 19.522 2793 2797 2804 rBV2 90594 165406 1.54% 0.332%
45 19.980 2868 2875 2881 rBVY 7725867 10773945 100.00% 21.608%

46 21.625 3148 3155 3170 rVB 1672981 2814762 26.13% 5.645%
47 24.798 3683 3695 3710 rBV2 1046114 2966934 27.54% 5.950%

Sum of corrected areas: 49861997
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG026554.D
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o) a A : st s VN N,
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG026554.D
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6000000
5000000
13.28
4000000
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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: BG026554.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Oxirane, [(1-methylethoxy)m... Concentration Rank 4

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

5.14 5.83 ng 251002 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. l(l-methvlethoxv)methvll- 116 C6H1202 004016-14-2 56
2 2-Propanol. 1-propoxv- 118 C6H1402 001569-01-3 43
3 Ethane. l-ethoxv-1-methoxv- 104 C5H1202 010471-14-4 38
4 2-Propanol. 1-T2-(2-methoxv-1-me... 206 C10H2204 020324-33-8 38
5 1-Propanol, 3-[3-(1-methylethoxy... 176 C9H2003 054518-03-5 32

Abundance Scan 349 (5.139 min): BG026554.D (-344) (-) m/z 43.10 100.00%

43
59
5000
73

101 P T
4.80 5.00 5.20 5.40

157 281 m/z 59.10 63.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43
59
29
5000

4.80 5.00 5.20 5.40

3 101 m/z 45.05 46 .25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
R RAEEE R SRS
4.80 5.00 5.20 5.40
5000 73 m/z 73.10 26.83%
59
27
13 100 117
m‘mmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4792: Ethane, 1-ethoxy-1-methoxy-
59 480 5.00 5.20 5.40
45 m/z 101.10 19.18%
5000
29 73 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.58 Concentration Rank 2

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

7.58 53.06 ng 2285030 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 765 (7.583 min): BG026554.D (-756) (-) m/z 132.10 100.00%
132
5000
68
96 b0 7 M0 TR0 7RO 800
40 54 7.20 7.40 7.60 7.80 8.00
82 14115 193 299 m/z 134.10 32.75%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I L L
7.20 7.40 7.60 7.80 8.00
3 51 ‘ m/z 68.05 30.71%
B T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 20.11%
41 97
117
81
mmwmmwmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R
132 720 7.40 7.60 7.80 8.00

m/z 96.10 12 .48%

5000
33 105
R

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 Pentanoic acid, 2-methyl- Concentration Rank 9

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

7.84 3.20 ng 137922 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 50
2 Decanoic acid. 2-methvl- 186 C11H2202 024323-23-7 39
3 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 38
4 2-Methvlheptanoic acid 144 C8H1602 001188-02-9 38
5 Heptanoic acid, 7-bromo-, methyl... 222 C8H15Bro02 054049-24-0 38

Abundance Scan 809 (7.841 min): BG026554.D (-799) (-) m/z 74.10 100.00%
74
5000
/
4 s 760 7.80 8.00 820
101 : : : :
il gl BT RIS 209 o Ue7 10 16,550
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8134: Pentanoic acid, 2-methyl-
74
5000 43 RN S RSN U S
7.60 7.80 8.00 8.20
27 m/z 41.10 15.40%
‘ ‘ 55 87
T "|'J“"U”"H|' JJ'I'L' }?}'%%ﬁ SRR S Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74
7.60 7.80 8.00 8.20
5000 a7 m/z 73.10 15.26%
41
55
29 101 135 129 143 186
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4278: Butanoic acid, 2-methyl- R R
74 7.60 7.80 8.00 8.20
m/z 56.10 12.32%
29 57
41
5000
87
T %?I'““"HJ'HEW' JJHI'L' }P?"'I"' S L L DAL S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.37 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.37 3.24 ng 321272 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid. 2-ethvl-. methvl... 172 C10H2002 000816-63-7 27
2 1-Butene. 1-(methvlthio)-. (E)- 102 C5H10S 017414-27-6 22
3 Methvl 4.6-ethvlidene-_.alpha.-d-... 220 C9H1606 1000102-53-5 16
4 Aziridine-2-carbothioamide 102 C3H6N2S 1000189-98-7 14
5 1-Butene, 1-(methylthio)-, (2)- 102 C5H10S 017414-15-2 12
Abundance Scan 1239 (10.368 min): BG026554.D (-1226) (-) m/z 73.10 100.00%
7B
5000 5 102
129 10.00 10.20 10.40 10.60
—_— \ } b7 252 207 28 S8 sz 57.15  72.77%
m/z--> 50 100 150 200 250 300 350
Abundance #39597: Heptanoic acid, 2-ethyl-, methyl ester
87
5000 41
10.00 10.20 10.40 10.60
ﬁ&g 115 m/z 87.10 72.38%
144
|1\5| H. ‘;\ I“" l““.“. I\I\‘I i |1|72| i e ——— ———
m/z--> 50 100 150 200 250 300 350
Abundance
87
45 UNNUUNSUSUA SR SRR
10.00 10.20 10.40 10.60
5000 m/z 102.05 50.60%
27
69
m/z--> §o 160 1%0 200 250 300 3éo
Abundance #77861: Methyl 4,6-ethylidene-.alpha.-d-galactopyranoside
78 10.00 10.20 10.40 10.60
m/z 55.15 46 .84%
5000
43
100 133
—— ‘l”:““‘:i‘l‘lu‘lu“ulu‘l|1|71|18‘|9 |2]‘-|9|| ——— 7 e A ARRRE
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.58 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.47 ng 244602 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutanecarboxvlic acid. decvy... 240 C15H2802 1000280-40-6 22
2 Butane. 1.1"-Toxvbis(2.l-ethaned... 218 C12H2603 000112-73-2 22
3 Octanoic acid. 2-methvl- 158 C9H1802 003004-93-1 16
4 2-(3-Chlorophenoxv)thioacetamide 201 C8H8CINOS 035370-95-7 16
5 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 14
Abundance Scan 1275 (10.579 min): BG026554.D (-1265) (-) m/z 57.10 100.00%
BN N SRR
125 10.20 10.40 10.60 10.80
103156 175 207 m/z 74.10 82.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94163: Cyclobutanecarboxylic acid, decyl ester
55 101
83
5000 4 AR AR AR
mmmmmmmm
2( m/z 55.10 50.69%
...,.“l..‘i‘a..”‘ i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
10,20 10.40 10.60 10.80
5000 m/z 41.10 46 .81%
41
75
101
15 28 88 117131144
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 250 2éo
Abundance #30203: Octanoic acid, 2-methyl- T
74 10.20 10.40 10.60 10.80
m/z 83.10 42 .94%
5000
87
\L - 1?1115129143158
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 180 200 220 24'10 2('30 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.69 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.69 3.94 ng 390804 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 4-methvl- 116 C6H1202 000646-07-1 38
2 Propanoic acid 74 C3H602 000079-09-4 35
3 Butanoic acid. 3.3-dimethvl-. me... 130 C7H1402 010250-48-3 25
4 1.2.3.4-Tridecanetetrol. [2R-(2R... 248 C13H2804 136953-03-2 25
5 4-Methyloctanoic acid 158 C9H1802 054947-74-9 12
Abundance Scan 1294 (10.691 min): BG026554.D (-1286) (-) m/z 74.10 100.00%
57 ¥
5000 41 101
7 10.40 10.60 10.80 11.00
127 147
...,....|:~|.|..'- ',|..|..,.*'... 12177 245 m/z 73.10 95.80%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #8132: Pentanoic acid, 4-methyl-
57
74
5000 43 LN UL BN BN I
10.40 10.60 10.80 11.00
m/z 57.10 84.87%
) 87 101 445
m/z--> 20 40 60 85 160 120 150 160 180 200 250 250
Abundance
28 45 74
10,40 10.60 10.80 11.00
5000 m/z 69.10 61.00%
15 58
m/z--> 26 Jo éo 85 160 150 150 1éo 180 200 250 250
Abundance #13569: Butanoic acid, 3,3-dimethyl-, methyl ester e Bl AAE mpmaE SR
57 74 10.40 10.60 10.80 11.00
m/z 55.10 60.10%
5000
41
29 99
115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 unknownl11.07 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.07 11.18 ng 1108060  Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Thietane. 2.4-dimethvl- 102 csH10S 043044-24-2 30

2 Hexanoic acid

116 C6H1202

3 Hexanoic acid. 6-bromo- 194 C6H11Bro02

4 Carbonic acid.

isobutvl cvclohex... 200 C11H2003

5 Butane, 1,1"-[ethylidenebis(oxy)... 174 C1l0H2202

000142-62-1 27
004224-70-8 22
1000357-82-7 14
000871-22-7 14

Abundance Scan 1359 (11.073 min): BG026554.D (-1349) (-) m/z 60.05 100.00%
60
101

5000

10.80 11.00 11.20 11.40
m/z 57.10 82.04%

122 140156

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4354: Thietane, 2,4-dimethyl-
60
5000 llllllllllllllllllllll
10.80 11.00 11.20 11.40
102 m/z 101.10 73.08%
45 87
IIIIIIIII‘IIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
10.80 11.00 11.20 11.40
5000 m/z 55.10 66.88%
41 87
26 116
mﬁmﬁwﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56591: Hexanoic acid, 6-bromo- L B A R
60 10.80 11.00 11.20 11.40
m/z 83.10 53.20%
5000
41
97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11. 00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 unknownll.15 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.15 2.01 ng 198763 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Uridine. 2"-0O-methvl- 258 C10H14N206 002140-76-3 25
2-T2-T2-T2-T2-T2-T2-12-(2-Acetvl ... 498 C22H42012 1000351-90-5 22
2-12-T2-(2-Hvdroxvethoxv)ethoxvl... 236 C10H2006 1000351-92-5 22
2-T2-T2-T2-T2-T2-T2-(2-Acetvloxy... 454 C20H38011 1000351-90-6 22
5 D-Fructose, 3-0-methyl- 194 C7H1406 036256-85-6 17
Abundance Scan 1372 (11.149 min): BG026554.D (-1368) (-) m/z 87.10 100.00%
g
71
5000 43
‘ 116
101 ‘ 0145 10.80 11.00 11.20 11.40
...,....',J.-..‘.",.'J'.,-- ‘,P,]W,, e m/z 71.20  53.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108484: Uridine, 2'-O-methyl-
87
5000 UL PR SN IR B
10,80 11.00 11.20 11.40
28 45 71 s 8 m/z 43.10 43.75%
D1z | e o026 28
m/z--> '20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
87
10.80 11.00 11.20 1140
5000 m/z 88.10 42 _.01%
43
14 28 59 73 | 103117131145159 175189203 219 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90119: 2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethoxy]ethyl acetate
87 10.80 11.00 11.20 11.40
45 m/z 85.15 37.77%
5000
28 9 73 ‘ 119
14 %% || 73 | 101 119133147 174 205
m/z--> 20 40 60 86 160 150 140 160 180 200 220 240 260 280 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 unknownl11.30 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.30 2.93 ng 290885 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dihvdroxvproline 147 C5H9NO4 1000132-90-7 27
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 25
3 Butanoic acid. 2-ethvl-2.3.3-tri... 158 C9H1802 038541-67-2 16
4 Butanoic acid. 2.3-dimethvl-. et... 144 C8H1602 054004-42-1 16
5 5-Hydroxy-2,2-dimethylhexan-3-one 144 C8H1602 173343-33-4 10
Abundance Scan 1398 (11.302 min): BG026554.D (-1391) (-) m/z 104.10 100.00%
104
87
5000 57 71 146
43 129
115
| | | | | | | |‘| 157 11.00 11.20 11.40 11.60
SN PR AP PR 1 RN 1 R m/z 102.10 69.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22367: 3,4-Dihydroxyproline
102
87
5000
69 11.00 11.20 11.40 11.60
41 ‘ 1 m/z 87.05 57 .66%
.,..”,.”.JNM.P m‘,“m A JM[JJHI ...ﬂ..w..}ﬁ?....4&1..”,.”.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
104
11.00 11.20 11.40 11.60
5000 146 m/z 146.20 47 .13%
91
131

57 39 51 g5 78 15

wmwﬁmmmmﬁm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #30311: Butanoic acid, 2-ethyl-2,3,3-trimethy!-

57 g7 102 11.00 11.20 11.40 11.60

m/z 71.10 46.68%
41
5000
29
71

.,”.:,”.jiﬂﬂ.,miﬂ,”.uﬂ.”??mu:,”.hﬂh..f%%.,”..,”..fﬁ%.,”¥§?.”. ST A (N

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11. 00 11. 20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 unknownll.68 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.68 2.04 ng 202224 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trimethvisilvl 23-acetoxv-3.6.9.... 498 C21H42011Si 1000366-84-4 37
2 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 32
3 2.3.4-Tri-0-methvl-d-agalactopvra... 222 C9H1806 001136-20-5 32
4 Methvl(methvl-4-deoxv-2-0O-methvl... 218 C9H1406 052545-23-0 32
5 Methyl 2,6-dimethyltridecanoate 256 C16H3202 073105-76-7 25
Abundance Scan 1462 (11.678 min): BG026554.D (-1455) (-) m/z 88.10 100.00%
88
5000
43 116
6! 11.40 11.60 11.80 12.00
o 138 e 207 821 /7 87.10 78.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #235006: Trimethylsilyl 23-acetoxy-3,6,9,12,15,18,21-hepta...
87
5000
117 11.40 11.60 11.80 12.00
43 m/z 116.10 34.11%
59 161
et b B 189 219 249 o773
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
88
11.40 11.60 11.80 12.00
5000 5 m/z 43.10 32.19%
29 116
144
mmqu—rmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79773: 2,3,4-Tri-O-methyl-d-galactopyranose LA e
88 11.40 11.60 11.80 12.00
m/z 73.10 19.76%
5000
45
ol 111129145 176 205
AR DR AR A B SRR DA B SN R DA DA DA SR DA R DU B D B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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

Concentration Rank 7

Peak Number 12 Thiophane, propyl-

R.T. EstConc Area Relative to ISTD R.T.
11.71 3.38 ng 334634 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane. propvl- 130 C7H14S 001551-34-4 64
2 Pivaloin 172 C10H2002 000815-66-7 45
3 Thiophane. hexvl- 172 C10H20S 000876-37-9 40
4 1.3-Dioxane. 2-pentadecvl- 298 C19H3802 017352-27-1 33
5 1,1-diethyl-2-methyl-1-sila-3-th... 174 C8H18SSi 059405-96-8 25

Abundance Scan 1467 (11.707 min): BG026554.D (-1463) (-) m/z 87.10 100.00%
g
5000
130
57 11.40 11.60 11.80 12.00
.'.1,“1.-.'.~.,|. 26228 Tm/z 130.10  34.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13582: Thiophane, propyl-
87
5000
11.40 11.60 11.80 12.00
130 m/z 101.10 17.75%
ol
1
m/z--> 50 100 150 200 250 300 350 400
Abundance
87
11.40 11.60 11.80 12.00
5000 57 m/z 116.10 12.23%
29
116 144
172
m/z--> 50 100 150 200 250 300 350 400
Abundance #39663: Thiophane, hexyl-
g7 11.40 11.60 11.80 12.00
m/z 57.10 11.17%
5000
Iy o |
m/z--> 50 100 150 200 250 300 350 400 1140 11.60 11.80 12.00

8270-BG032017.M Wed Apr 05 07:23:57 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 13 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.06 ng 204029 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96
3 Benzene. (l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 76
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 64
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 62
Abundance Scan 1520 (12.019 min): BG026554.D (-1515) (-) m/z 131.10 100.00%
118 ]
146
5000
165 11.80 12.00 12.20 12.40
m/z 118.10 72.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000 105 1180 12.00 12.20 12,40
m/z 146.20 64 .23%
2 ig 5& e \77 H\ Il
| | | (] |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

118 131 146

11.80 12.00 12.20 12.40
5000 105 m/z 117.10 35.34Y%

91
27 39 51 g3 77

wwwmﬂmTﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #21622: Benzene, (1-ethyl-2-propenyl)-

118 11.80 12.00 12.20 12.40
m/z 105.10 24 _A7%
5000 131
i
39 51 103 146
G \ \
”&fthnnﬁuﬂuupu.“L““q””l”.”.ﬂnﬂh“““q”“““q”

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.04 ng 164350 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 020027-77-4 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 001076-61-5 94
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021693-54-9 94
4 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 91
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 91
Abundance Scan 1787 (13.588 min): BG026554.D (-1783) (-) m/z 145.10 100.00%
145
5000 160
117 132
30 51 63 79 9|1 1c|)5 1 I 190 13.20 13.40 13.60 13.80 14.00
I e S L e o S m/z 160.20 45 .35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30937: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl-
145
5000 160
13.20 13.40 13.60 13.80 14.00
117 132 m/z 132.10 19.25%
15 27 39 51 65 77 SL 10577 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
145
160 13.20 13.40 13.60 13.80 14.00
5000 m/z 146.20 14 .66%
132
15 27 3 51 65 77 O 105 'Y
mz-> 20 40 60 80 100 120 140 160 180
Abundance #30947: Naphthalene, 1,2,3,4-tetrahydro-5, 7-dimethyl- RARRE L L
145 13.20 13.40 13.60 13.80 14.00
m/z 117.10 14 .43%
160
5000
132
117
27 3 51 65 77 9L w057 ) )
m/z--> 20 40 60 80 100 120 140 160 180 ' 13120 13.40 13.60 13.80 14.00

8270-BG032017.M Wed Apr 05 07:23:58 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Naphthalene, 2,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.65 ng 293594 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
Abundance Scan 1852 (13.970 min): BG026554.D (-1840) (-) m/z 156.10 100.00%
5000
13.60 13.80 14.00 14.20
m/z 141.10 83.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28481: Naphthalene, 2,7-dimethyl-
156
5000 .
13.60 13.80 14.00 14.20
-7 m/z 155.10 32.47%
SECHETE oIl T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
13.60 13.80 14.00 14.20
5000 m/z 115.10 18.38%
115
128
15 27 39 51 83 76 g9 0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28499: Naphthalene, 1,6-dimethyl- A REEEE RS
156 13.60 13.80 14.00 14.20
m/z 153.10 14 _.48%
141
5000
77 115
sz o L E e UL
m/z--> 20 40 60 80 100 120 140 160 180 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 Naphthalene, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.02 2.10 ng 168477 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 92
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 90
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 89
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 86
Abundance Scan 1861 (14.022 min): BG026554.D (-1857) (-) m/z 156.10 100.00%
186
141
5000
174 13.60 13.80 14.00 14.20 14.40
b 188 29 Fhs77141.10  65.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000
13.60 13.80 14.00 14.20 14.40
o 63 77 115 128 m/z 155.10 39.56%
. |1|5| 21 .3‘?. el I‘IHH\I 8 .1|O.2. .‘. : A AL ‘H\\I —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141
13.60 13.80 14.00 14.20 14.40
5000 m/z 145.10 32.96%
. 115 59
27 39 51 65 89 102
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28481: Naphthalene, 2,7-dimethyl-
156 13.60 13.80 14.00 14.20 14.40
m/z 115.10 17.53%
5000 .
77
SR T B O B A A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.48 2.12 ng 170325 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 76
2 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 50
3 1-lodo-2-methvIlnonane 268 C10H211 1000101-47-9 47
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 46
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 38
Abundance Scan 2109 (15.480 min): BG026554.D (-2105) (-) m/z 57.10 100.00%
5000
144 L AR L SO B
172
15.20 15.40 15.60 15.80
200226 292 m/z 71.10 68.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83023: Hexadecane
57
5000 L AR L SO DU
85 15.20 15.40 15.60 15.80
29 m/z 43.10 53.74%
\‘ Jd ‘ “\ i ‘\‘1}3\14‘.1‘169197 226
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0 560
Abundance
43
' 15.20 1540 15.60 15.80
5000 - m/z 85.15 48 .85%
112 155
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #116708: 1-lodo-2-methylnonane L Rt
43 15.20 15.40 15.60 15.80
m/z 41.10 25.20%
5000 n
L1927 169 211 o6
m/z--> 5'0 1c')o 1&'30 200 250 3(')0 35'30 4(')0 4&1;0 5(')0 15.'20 15.'40 15.|60 15.I80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 Tributyl phosphate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.83 2.42 ng 194521 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 90
2 Chlorcvclizine 300 C18H21CIN2 000082-93-9 47
3 Phosphoric acid. dipentvl octvl ... 350 C18H3904P 1000308-90-1 36
4 HexahvdrospirolT1.31dioxolane-2.... 240 C13H2004 066411-80-1 36
5 tri-n-Amylphosphate 308 C15H3304P 002528-38-3 33
Abundance Scan 2169 (15.832 min): BG026554.D (-2162) (-) m/z 99.00 100.00%
99
5000
155
57 125 211 15.60 15.80 16.00 16.20
3 S .-.'.t.,ml.'-.l??,.l...,.??1.,....,....,4.1?..,...49,4 m/z 155.10 22.83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115150: Tributyl phosphate
99
5000 LRI AL SRR BN B
15.60 15.80 16.00 16.20
a1 195 m/z 57.10 10.06%
|65 1P 1832057 067
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
99
56 LRI AL SR BN B
15.60 15.80 16.00 16.20
5000 165 m/z 41.10 7.82%
228
201 300
139 256
mz-> 50 100 150 200 250 300 350 400 450
Abundance #183862: Phosphoric acid, dipentyl octyl ester  EAmEEE e
99 15.60 15.80 16.00 16.20
m/z 211.20 7.78%
5000
43 169 039
g s | ' Map
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG040417\
Data File : BG026554.D

Aca On > 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 19 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.25 2.08 ng 208425 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Undecanoic acid 186 C11H2202 000112-37-8 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2581 (18.253 min): BG026554.D (-2577) (-) m/z 73.05 100.00%
5000 192
213
256
18.00 18.20 18.40 18.60
34
Sl 28 88l 757760.10  85.19%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 L I BN R B
83 18.00 18.20 18.40 18.60
0
H o 157 1g5 213 256 m/z 57.10 70.95%
— IMIH‘H hl‘u‘““uﬂhl“ !H‘\Iml I\ ‘: I‘ I‘I ‘l I‘ ——r “: — T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
18.|00 18.|20 18.I40 18.|60
5000 m/z 43.10 67.23%
129
97 171 214
152 195
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #50051: Undecanoic acid e R RREEE EE S
60 18.00 18.20 18.40 18.60
m/z 55.10 58.81%
5000 4
‘ 85 129
186
Il?wltjli i\}“lwl}lﬁw .\f§7. B B
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG040417\
Data File : BG026554.D

Acq On 4 Apr 2017 21:54

Operator : SJ/MA

Sample : 12518-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .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]
Oxirane, [(1-meth... 5.14 5.8 ng 251002 1 8.04 861330 20.0
unknown7 .58 7.58 53.1 ng 2285030 1 8.04 861330 20.0
Pentanoic acid, 2... 7.84 3.2 ng 137922 1 8.04 861330 20.0
unknown10.37 10.37 3.2 ng 321272 2 10.84 1982470 20.0
unknown10.58 10.58 2.5 ng 244602 2 10.84 1982470 20.0
unknown10.69 10.69 3.9 ng 390804 2 10.84 1982470 20.0
unknownl1l.07 11.07 11.2 ng 1108060 2 10.84 1982470 20.0
unknownl11.15 11.15 2.0 ng 198763 2 10.84 1982470 20.0
unknownl11.30 11.30 2.9 ng 290885 2 10.84 1982470 20.0
unknownll.68 11.68 2.0 ng 202224 2 10.84 1982470 20.0
Thiophane, propyl- 11.71 3.4 ng 334634 2 10.84 1982470 20.0
Naphthalene, 1,2,... 12.02 2.1 ng 204029 2 10.84 1982470 20.0
Naphthalene, 1,2,... 13.59 2.0 ng 164350 3 14.65 1607440 20.0
Naphthalene, 2,7-... 13.97 3.6 ng 293594 3 14.65 1607440 20.0
Naphthalene, 2,6-... 14.02 2.1 ng 168477 3 14.65 1607440 20.0
Hexadecane 15.48 2.1 ng 170325 3 14.65 1607440 20.0
Tributyl phosphate 15.83 2.4 ng 194521 3 14.65 1607440 20.0
n-Hexadecanoic acid 18.25 2.1 ng 208425 4 17.38 1999850 20.0
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