LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\

Data File : BG017088.D

Aca On : 12 May 2015 18:17 Instrument :
Operator : TP/1Z BNA_G

Sample  : G2194-15 St el
Misc i TU021-TW-04
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-BG050515.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 2.812 16 21 30 rBv 141719 274647 9.33% 1.488%
2 2.894 30 35 47 rVB 343071 478203 16.24% 2.591%
3 4.833 358 365 370 rBV 29580 44199 1.50% 0.239%
4 5.314 435 447 455 rBV 400262 579266 19.68% 3.139%
5 6.918 713 720 729 rVB 263638 415301 14.11% 2.250%
6 7.259 771 778 784 rBV 975879 1427038 48.48% 7.732%
7 7.500 813 819 828 rVB 102394 149909 5.09% 0.812%
8 7.718 849 856 862 rBV 172241 268787 9.13% 1.456%
9 8.035 902 910 917 rVB 551219 891942 30.30% 4.833%
10 8.875 1046 1053 1059 rBV 502565 823825 27.99% 4.464%
11 9.404 1127 1143 1149 rBV3 222372 675292 22.94% 3.659%
12 9.827 1210 1215 1219 rBv4 19715 33013 1.12% 0.179%
13 10.215 1273 1281 1289 rBvV3 52171 99340 3.37% 0.538%
14 10.414 1309 1315 1323 rvvo 13509 36460 1.24% 0.198%
15 10.508 1325 1331 1338 rVB 201644 329819 11.20% 1.787%
16 11.290 1457 1464 1465 rBV5 24814 33893 1.15% 0.184%
17 11.560 1504 1510 1516 rVvVB4 34729 69194 2.35% 0.375%
18 11.871 1555 1563 1567 rBvV2 82223 147395 5.01% 0.799%
19 11.983 1579 1582 1592 rVB8 18810 30373 1.03% 0.165%

20 12.988 1745 1753 1759 rBV 1312387 1889342 64.18% 10.237%

21 13.728 1875 1879 1889 rBV2 64209 149933 5.09% 0.812%
22 14.369 1977 1988 1995 rBV2 310491 498150 16.92% 2.699%
23 14.662 2031 2038 2043 rBV 71138 105872 3.60% 0.574%
24 15.085 2105 2110 2119 rBV 94606 151051 5.13% 0.818%

25 15.591 2191 2196 2199 rBV 31294 39415 1.34% 0.214%
26 15.861 2236 2242 2250 rVB 1355082 1869807 63.52% 10.131%
27 15.990 2257 2264 2269 rVB2 37942 67534 2.29% 0.366%
28 16.114 2282 2285 2293 rVB3 57016 77413 2.63% 0.419%

29 16.208 2295 2301 2304 rBV 90889 117943 4.01% 0.639%
30 16.260 2304 2310 2317 rVB4 107958 188402 6.40% 1.021%

31 16.325 2317 2321 2325 rBV2 96360 124168 4.22% 0.673%

32 16.372 2325 2329 2334 rVB 53873 70991 2.41% 0.385%
33 16.425 2334 2338 2339 rBv4 24143 34245 1.16% 0.186%
34 16.472 2344 2346 2350 rVB2 35905 35079 1.19% 0.190%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\

Data File : BG017088.D

Aca On : 12 May 2015 18:17 Instrument :
Operator : TP/1Z BNA_G

Sample  : G2194-15 St el
Misc i TU021-TW-04
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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 16.525 2350 2355 2362 rVB5 95356 165351 5.62% 0.896%

36 16.589 2362 2366 2370 rBV 94871 129566 4._.40% 0.702%

37 16.666 2376 2379 2386 rVB3 54341 76229 2.59% 0.413%
38 17.112 2449 2455 2460 rBV2 444141 609987 20.72% 3.305%
39 17.154 2460 2462 2468 rVB 23939 29714 1.01% 0.161%
40 17.494 2517 2520 2529 rVB4 34361 62063 2.11% 0.336%
41 17.888 2581 2587 2591 rBV7 33322 69204 2.35% 0.375%
42 18.017 2604 2609 2613 rBV2 89843 133264 4_.53% 0.722%
43 18.052 2613 2615 2626 rVBS8 29147 51540 1.75% 0.279%

44 19.298 2823 2827 2834 rBVY 133868 181820 6.18% 0.985%
45 19.562 2867 2872 2882 rVB2 126772 175964 5.98% 0.953%

46 19.745 2897 2903 2909 rBV 2483435 2943805 100.00% 15.950%
47 21.002 3115 3117 3125 rVBS8 42596 59743 2.03% 0.324%
48 21.296 3161 3167 3173 rBVY 540226 695443 23.62% 3.768%
49 22.483 3365 3369 3373 rVB 106405 150057 5.10% 0.813%
50 23.558 3545 3552 3561 rVB2 344381 695275 23.62% 3.767%

Sum of corrected areas: 18456266
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG051215\

BG017088.D

12 May 2015 18:17

TP/1Z

G2194-15

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: BG017088.D

7.26

400 450 500 550 600 650 700 750 800 850 9.00 9.50

10.00 10.50 11.00

Abundance
2500000

2000000

1500000

1000000

500000

187

TIC: BG017088.D
19

14.37
19.309.5¢

13.73

l 14.66 1%09 15.59 |

D ATAY N AN
1 LI e B e B e e B e LIS LA A I S S s B

74

0
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
2500000

2000000

1500000

1000000

500000

0

21.00

TIC: BG017088.D

21.30
23.56

I

22.48
AN

Time-->

21.00 21.50 22.00 22.50 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.89 35.58 ng 478203 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 34 (2.888 min): BG017088.D (-30) (-) m/z 73.05 100.00%

73
43
5000

| ‘ 280 300 320
Ol iyl 96 120148 172193 221 - S133%8 1 m/z 43.00 53.99%

T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000

2.80 3.00 3.20

43
‘ ‘ m/z 87.10 28.98%
o e —
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73
a1 280 300 3.0
5000 m/z 55.05 26.97%
15 97
ol Al e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1966: Silane, tetramethyl- e
73 2 80 3. OO 3. 20

m/z 41.10 17.99%

5000
43
15 U
0 L4y |

T
m/z--> 0 50 100 150 200 250 300 350 400 2 80 3. 00 3. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown7.26 Concentration Rank 1

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

7.26 106.18 ng 1427040 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 4-methvl- 132 C4H40S2 003620-10-8 25
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 778 (7.259 min): BG017088.D (-771) (-) m/z 131.95 100.00%
132
5000 68
4 103 Y 1
7.00 7.20 7.40 7.60
0 LA et 389 386 456 531 7576 10 39.72%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13685: 3H-1,2-Dithiol-3-one, 4-methyl-
132
5000 ",'k'l""l""l""l"'
o 103 7.00 7.20 7.40 7.60
S m/z 59.00 39.68%
0"M{"'I'”'I""P"'I"”I""I”"I"'W""I'”'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
7.00 7.20 7.40 7.60
5000 m/z 66.00 33.43%
33 105
70
e S I L L B L LI WL S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- aviN A ALBREE TR S
132 7.00 7.20 7.40 7.60
m/z 134.00 31.71%
5000
69
39 103
0“¥T”lb*"'|'”'|'“'|'”'l'“'l'”'l'“'l'”'l'“' HARA R I L
m/z--> 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 4 2-Propanol, 1-[2-(2-methoxy... Concentration Rank 6

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

7.50 11.15 ng 149909 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-I2-(2-methoxv-1-me... 206 C10H2204 020324-33-8 78
2 2-Propanol. 1-(2-methoxv-1-methyvy... 148 C7H1603 020324-32-7 64
3 1-Propanol. 3.3"-oxvbhis- 134 C6H1403 002396-61-4 64
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 64
5 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 50

Abundance Scan 819 (7.500 min): BG017088.D (-813) (-) m/z 59.10 100.00%
59
5000 jk
“ﬂ 101 7.0 '7'46' 760 7.80
ol ,1.15.33. L. 41 186 202 352 uuot 45 00 41.47%
m/z--> 50 100 150 200 250 300 350
Abundance #59735: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59
5000 "'I""I""I""I""
7.20 7.40 7.60 7.80
117 m/z 43.00 29.38%

4“ ‘
161
N
m/z--> 50 100 150 200 250 300 350
Abundance
59

7.20 7.40 7.60 7.80

m/z 73.00 18.14%
5000 103
31
0 85 130149
B e e e B A a s o

m/z--> 50 100 150 200 250 300 350
Abundance #14584: 1-Propanol, 3,3-oxybis-

3 59 7.20 7.40 7.60 7.80

m/z 40.95 17.79%

5000
| 103
0 \J|‘ ‘L ‘

T
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 3

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

9.40 40.95 ng 675292 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 86
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 64
3 Hexanoic acid. 3.5.5-trimethvl-.... 512 C30H5606 056554-53-1 64
4 1-Pentene. 4.4-dimethvl- 98 C7H14 000762-62-9 35
5 Propanoic acid, 2,2-dimethyl-, h... 186 C11H2202 005434-57-1 27

Abundance Scan 1142 (9.398 min): BG017088.D (-1127) (-) 57.05 100.00%

5000 f
103

125
|| 143 103 205 9.00 9.00 940 9.60 9.80_
0 77 m/z 41.05 69 .54%
m/z--> 100 150 200 250 300 350
Abundance #28806: Hexanoic acid, 3,5,5-trimethyl-
5
5000 ||||||||||||||||||||
83 9.00 9.20 9.40 9.60 9.80
m/z 83.10 50.69%
|
T

2‘9 1(‘)3 125143
ob—1—4- 77—
m/z--> 50 100 150 200 250 300 350
Abundance
57
L

9.00 9.20 9.40 9.60 9.80

5000 83 m/z 56.00 34.49%
103
29 125143
ol bl ot e
m/z--> 50 100 150 200 250 300 350
Abundance #169387: Hexanoic acid, 3,5,5-trimethyl-, 1,2,3-propanetri... e et e
5 900 920 940 960 980

m/z 55.10 29.32%

5000 a3
29 103
0 A u‘ 123:%1159177 199 227 256274 3?5
i L LIS O Ry B B B B B B B

m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownl10.21 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.21 6.02 ng 99340 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol 238 C10H2206 004792-15-8 40
2 Octaethvlene alvcol 370 C16H3409 1000289-34-2 40
3 Propane. 1.3-dimethoxv- 104 C5H1202 017081-21-9 33
4 Hexaaol 282 C12H2607 002615-15-8 33
5 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 33

Abundance Scan 1280 (10.209 min): BG017088.D (-1273) (-) m/z 44.95 100.00%
45
5000 73
117 105 307 - 9.80 10.00 10.20 10.40 10.60
0 m/z 73.00 47 .87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80590: Pentaethylene glycol
45
5000
a9 9.80 10.00 10.20 10.40 10.60
m/z 43.00 33.26%
ol L1 | 133163 208 239
m/z--> éo 160 1%0 260 250 360 3éo 460 4éo
Abundance
45
9.80 10.00 10.20 10.40 10.60
5000 m/z 41.00 31.65%
89
0 19 183 177 207 251 283
LN N LR L DL DL DL DL UL LA L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #4663: Propane, 1,3-dimethoxy- T
45 9.80 10.00 10.20 10.40 10.60
m/z 42.10 24 .09%
5000 72
103
0"WJJ””'I"”I"'W""P"'I'”'I"”I"'W"'
m/z--> 50 100 150 200 250 300 350 400 450 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknownll.56 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.56 4.20 ng 69194 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. (2)- 112 C8H16 007642-15-1 18
2 2-Octene. (2)- 112 C8H16 007642-04-8 18
3 3-Octene. (2)- 112 C8H16 014850-22-7 18
4 3-Octene. (EBE)- 112 C8H16 014919-01-8 18
5 1,2-Cyclopentanedione, 3-methyl- 112 C6H802 000765-70-8 18
Abundance Scan 1510 (11.560 min): BG017088.D (-1504) (-) m/z 55.00 100.00%
3 112
5000
S w6 s | | 1100 1140 1160 1180 "
0 75 m/z 41.00 91.84%
m/z--> 50 100 150 200 250 300 350
Abundance #6469: 4-Octene, (2)-
55
5000 N BN BRI U I
07 112 11.20 11.40 11.60 11.80
83 m/z 43.00 71.19%
0 H ‘\‘ | 11 ‘\ ‘
LI L L ISULLL BN UL UL B
m/z--> 50 100 150 200 250 300 350
Abundance
55
11.20 11.40 11.60 11.80
5000 29 12 m/z 73.00 55.96%
83
N UL L L L WL WL
m/z--> 50 100 150 200 250 300 350
Abundance #6457 3-Octene, (Z)- LA L L L B |Alr
41 11.20 11.40 11.60 11.80
m/z 112.10 52.22%
70
5000 112
0-15--\-H-'--‘\9-1.----.----.----.----.----.-
m/z--> 50 100 150 200 250 300 350 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 9 Phenol, p-tert-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.87 8.94 ng 147395 Naphthalene-d8 10.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 87
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 86
3 Phenol. 2-(l1l.1-dimethvilethvI)- 150 C10H140 000088-18-6 80
4 4-Hvdroxv-2-methvlacetophenone 150 C9H1002 000875-59-2 64
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 59
Abundance Scan 1563 (11.871 min): BG017088.D (-1555) (-) m/z 135.00 100.00%
135
5000 107
“m - e ile0 1180 15100 1230
ol gl by 4 1206 247 385 hs57107.00 46.44Y%
m/z--> 50 100 150 200 250 300 350
Abundance #22637: Phenol, p-tert-butyl-
135
5000 LA U SN SN I
107 11.60 11.80 12.00 12.20
a1 m/z 150.10 17.95%
O}QHUfN'Mjhul'tl'"'I""I""I""I""
m/z--> 50 100 150 200 250 300 350
Abundance
135
11.60 11.80 12.00 12.20
5000 m/z 91.10 14 .92%
107
41
15 77
L s (L WL L s SN W B
m/z--> 50 100 150 200 250 300 350
Abundance #22689: Phenol, 2-(1,1-dimethylethyl)-
135 11.60 11.80 12.00 12.20
107 m/z 41.10 14 .00%
5000
41 4
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20

8270-BG050515.M Wed May 13 15:38:44 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 10 unknownl13.73 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.73 6.02 ng 149933 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid. pentadecafluoro-.... 810 C16F3003 033496-48-9 37
2 2(3H)-Thiazolethione. 4-methvl- 131 C4H5NS2 005685-06-3 32
3 Dodecanoic acid. tricosafluoro- 614 C12HF2302 000307-55-1 25
4 3.6-Dioxa-2.7-disilaoctane. 2.2.... 262 C12H3002Si2 006730-96-7 25
5 Succinoic acid, 2-hydroxy-3-meth... 204 C9H1605 1000196-85-6 25
Abundance Scan 1879 (13.728 min): BG017088.D (-1875) (-) m/z 130.90 100.00%
131
5000
41 187
7397 | 157 13.40 13.60 13.80 14.00
oL, .'-,IL.'L. A4 Zan b 28 318 A "m/z 41.00 33.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174663: Octanoic acid, pentadecafluoro-, anhydride
131
69
5000 45 BRSNS U SRR
13.40 13.60 13.80 14.00
100 181 m/z 186.90 33.38%
ol20, 1| | | 155 Bl 281 331 369395 427 455
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
131
13.40 13.60 13.80 14.00
5000 71 m/z 129.90 33.11%
45
99
LS L L L L B L L WL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #172867: Dodecanoic acid, tricosafluoro-
131 13.40 13.60 13.80 14.00
m/z 57.10 28.69%
5000
69
181
o 9 | 155 | 205231 281 331 381 431 481
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00

8270-BG050515.M Wed May 13 15:38:45 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 11 1H-Benzotriazole, 4-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14 .66 4.25 ng 105872 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 96
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 96
3 1H-Indol-5-0l 133 C8H7NO 001953-54-4 87
4 Benzene. l-azido-2-methvl- 133 C7H7N3 031656-92-5 68
5 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 62
Abundance 3ca£ 2038 (14.662 min): BG017088.D (-2031) (-) m/z 104.00 100.00%
104
133
5000 78
51
14.40 14.60 14.80 15.00
o b, 203194225 11875 43 177 133.10  55.70%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #14202: 1H-Benzotriazole, 4-methyl-
104
133
5000 78
51 14.40 14.60 14.80 15.00
- ‘ m/z 78.00 44 .33%
0 ‘:“‘:‘l‘:““:““::l‘uu|M|||||||||||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400
Abundance
104 133
14.40 14.60 14.80 15.00
5000 m/z 76.95 38.73%
78
51
27
L S B L L B U LA UL B
miz--> 0 50 100 150 200 250 300 350 400
Abundance #14215: 1H-Indol-5-ol
133 14.40 14.60 14.80 15.00
m/z 51.00 35.72%
5000 104
51 78
0 '?§”#““l'lu"hl"" [rrrrprrrr Tt et
miz--> 0 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BG050515.M Wed May 13 15:38:46 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 12 1H-Benzotriazole, 5-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.09 6.06 ng 151051 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 98
2 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 95
3 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 72
4 2-Pvridinecarbonitrile 104 C6H4N2 000100-70-9 38
5 Indan, epoxide 132 C9H80 000768-22-9 38
Abundance Scan 2111 (15.091 min): BG017088.D (-2105) (-) m/z 103.95 100.00%
104
133
5000 5 78
14.80 15.00 15.20 15.40
oﬁ—_ruLJ. " ,~l. 280 300 Th/z 133.00 58.34%
m/z--> 50 100 150 200 250 300
Abundance #14200: 1H-Benzotriazole, 5-methyl-
104
133
5000 51 1
14.80 15.00 15.20 15.40
. m/z 78.00 39.33%
0 .““.“‘.‘l‘.““‘.““.. ’...“. ———t ——r— T
m/z--> 50 100 150 200 250 300
Abundance
104
133 14.80 15.00 15.20 15.40
5000 m/z 77.00 38.67%
g 7
27
L L e L L B AL W
m/z--> 50 100 150 200 250 300
Abundance #14235: 2H-Indol-2-one, 1,3-dihydro-
104 133 14.80 15.00 15.20 15.40
m/z 51.00 35.81%
78
5000
51
27
(0} .‘a,...“.............,....,
m/z--> 50 100 150 200 250 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 13 Acetamide, N-(3-methylphenyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.26 6.18 ng 188402 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 50
2 Pvridine-3-carbonitrile., 1.2-dih... 191 C9H9N302 220098-92-0 30
3 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 14
4 Benzenamine. 3.5-dimethvl- 121 C8H1I1N 000108-69-0 11
5 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 11

Abundance Scan 2310 (16.260 min): BG017088.D (-2304) (-) m/z 107.00 100.00%
107 149
5000 191
41 4
0 16.00 16.20 16.40 16.60
o A dp 2 s 40 /7 149.05  98.08%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #22577: Acetamide, N-(3-methylphenyl)-
107
5000
149 16.00 16.20 16.40 16.60
43 77 m/z 120.95 80.34%
0 15 \‘ P ‘\\ L
LI FURLELEL DAL UL UL BN SARLLILA SO DL DA
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 149
16.00 16.20 16.40 16.60
5000 m/z 191.10 40.95%
120 191
80
O L L UL UL B B UL B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #22328: Pyridine, pentamethyl-
149 16.00 16.20 16.40 16.60
m/z 41.05 27 .49%
5000
93
0 27 ﬂs\?\ I ‘l \12Al’
miz--> 0 55 160 150 260 2%0 360 3%0 460 4%0 ' 1&00 1650 1&40 1&60

8270-BG050515.M Wed May 13 15:38:48 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 14 Phenol, 4,4"-(1,2-diethyl-1.._. Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.33 4_.07 ng 124168 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1.2-diethvl-1.2-et__.. 270 C18H2202 000084-16-2 52
2 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 50
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 49
4 4.6-Bis(4-ethoxvbenzvlthio)-5-ni... 457 C22H23N304S2 325957-76-4 43
5 2H-1,4-Benzoxazine, 3,4-dihydro- 135 C8H9NO 005735-53-5 38
Abundance Scan 2322 (16.331 min): BG017088.D (-2317) (-) m/z 135.10 100.00%
135
5000 107
M??“ l 2m 16.00 16.20 16.40 16.60
191 : : : :
Ol '.l,-h.u.h bbb A 10Oy (296 857 438 528 n/z 107.00  40.45%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100779: Phenol, 4,4'-(1,2-diethyl-1,2-ethanediyl)bis-, (R...
135
107
5000
16.00 16.20 16.40 16.60
m/z 121.00 34.76%
o4 T | | 165 212 270
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
135
16.00 16.20 16.40 16.60
5000 m/z 149.05 24 .56%
107
41 77 164
O S L W L WL L S S I S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22637: Phenol, p-tert-butyl-
135 16.00 16.20 16.40 16.60
m/z 40.95 17.05%
5000
107
41
0 :H'LII""I""l""l"" [rrrryrrrTyT T TT T T T T T T T T T AR AR VA
mz-> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.20 16.40 16.60

8270-BG050515.M Wed May 13 15:38:49 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 15 5H-PYRROLO(3,2-D)PYRIMIDINE... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.52 5.42 ng 165351 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-PYRROLO(3.2-DYPYRIMIDINE-2.4-... 149 C6H7N5 1000244-21-4 59
2 Acetamide. N-(2-methvlphenvl)- 149 C9H11NO 000120-66-1 46
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 38
4 Benzenebutanol. 4-nitro- 195 C10H13NO3 079524-20-2 38
5 Benzaldehyde, 3-(4-chloro-3,5-di... 304 C17H17CI03 1000273-81-0 35
Abundance Scan 2354 (16.519 min): BG017088.D (-2350) (-) m/z 149.05 100.00%
149
107
5000
a3 177
220 16.20 16.40 16.60 16.80
o . ~.l:L.,..-..,.2.7?.,....?“?8...,....“,5.4.‘.‘8.7, m/z 107.00  76.76%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22438: 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-DIAMINE
149
5000
107 16.20 16.40 16.60 16.80
m/z 121.10 51.57%
0 '??”?ﬁ'ﬁg'ﬂh'J' R S DA DN AL DAL
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
107
16.20 16.40 16.60 16.80
5000 m/z 43.05 23.71%
149
43
. 77
L U L U L UL B WL B WL
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69544: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbuty!)- B REmEE BT R
149 16.20 16.40 16.60 16.80
m/z 41.00 23.62%
5000
a1 121
ol L 65t | | 101220
m/z--> 0 50 100 150 200 250 300 350 400 450 ' 16,20 16.40 16.60 16.80

8270-BG050515.M Wed May 13 15:38:50 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 16 Phenol, m-tert-butyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.59 4.25 ng 129566 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 78
2 Methanol. (cvclohexvl)(2.3-dimet... 218 C15H220 349498-47-1 72
3 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
4 Benzeneacetonitrile., 2-fluoro- 135 C8H6FN 000326-62-5 64
5 Benzeneacetonitrile, 3-fluoro- 135 C8H6FN 000501-00-8 64
Abundance Scan 2366 (16.589 min): BG017088.D (-2362) (-) m/z 135.10 100.00%
135
5000
107
41
77 16.20 16.40 16.60 16.80 17.00
3 I .U,L'.- l 112 220 265 324 388 514 sz 107.00  23.32%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22642: Phenol, m-tert-butyl-
135
5000
107 16.20 16.40 16.60 16.80 17.00
a1 m/z 136.10 13.52%
T
0"“dh“hjw"'h"'w"'w"'w"'w"'w"'w"'w"
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
135
16.20 16.40 16.60 16.80 17.00
5000 m/z 41.00 12.29%
107
55 218
0 ”"I'ﬁ%l"”l'"W""P"'I”"I'”'I"”I"'W"'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)- A aa
135 16.20 16.40 16.60 16.80 17.00
m/z 91.05 8.63%
5000
107
41 164
0}§“M“Z?m"'W'M'w"'w'"w"'w"'w"'w"'w"' AU SN N
mz-> 0 50 100 150 200 250 300 350 400 450 500 16.20 16.40 16.60 16.80 17.00

8270-BG050515.M Wed May 13 15:38:51 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 17 unknownl18.02 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.02 4_.37 ng 133264 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
2 n-Decanoic acid 172 C10H2002 000334-48-5 45
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 Dodecanoic acid 200 C12H2402 000143-07-7 35
Abundance Scan 2609 (18.017 min): BG017088.D (-2604) (-) m/z 43.10 100.00%
48
73
5000
" 17.80 18.00 18,20 18.40
o 390420 461 5% | nJz 41.10 96.78%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 LB UL BN SULULN B

17.80 18.00 18.20 18.40
m/z 60.00 72.98%

21
157185

o b,

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
17.80 18.00 18.20 18.40
5000 m/z 73.00 71.82%
29 129
87 172
o A S SN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75072: Tetradecanoic acid AL B i a s S
73 17.80 18.00 18.20 18.40
43 m/z 55.05 70.07%
5000 129
185
228
15 1011 157
o e W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 18 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.30 5.23 ng 181820 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 47
3 Octadecanoic acid. 2-hvdroxv-1.3... 625 C39H7605 000504-40-5 43
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 41
Abundance Scan 2827 (19.298 min): BG017088.D (-2823) (-) m/z 43.05 100.00%
ile]
73
5000
19.00 19.20 19.40 19.60
0 316 35 393 m/z 41.00 85.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #108842: Octadecanoic acid
43
73 284
5000 AR R B SRR
129 19100 19.20 19.40 19.60
‘ 185 241 m/z 55.05 80.72%
0 ”khuMmMthux‘ L e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
73
43 19.00 19.20 19.40 19.60
5000 129 m/z 57.05 78.49%
171
214
0 IR RELRE EREREE BELEE BRLEE BRREE BN BN BN BN BN B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #173072: Octadecanoic acid, 2-hydroxy-1,3-propanediy!| ester R EEEEEEEmEsmEm
43 19.00 19.20 19.40 19.60
m/z 73.00 73.80%
73
5000
ol Al 341 395 451 493 563 606
m/z--> 6 éo 100 150 200 250 300 350 400 450 500 550 600 19. 00 19. 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 19 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.56 5.06 ng 175964 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 87
2 TrimethvII5-(trimethvisilv)-2-t... 228 C10H20SSi2 017906-71-7 64
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 64
4 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 64
5 Phenol, 2,4"-isopropylidenedi- 228 C15H1602 000837-08-1 56
Abundance Scan 2872 (19.562 min): BG017088.D (-2867) (-) m/z 213.10 100.00%
213
5000
91 119
39 19.20 19.40 19.60 19.80
152 183
o P TR P e SO .l.2.4,4. 281 396389 4052 | ns7 228.10 17.92%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75158: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
19.20 19.40 19.60 19.80
119 m/z 214.10 16.20%
0 '”wI”“'““*”'Hﬁﬁ'l"'W""I”"I"”I""P"'I'”
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
213
19.20 19.40 19.60 19.80
5000 m/z 119.00 14 .35%
73
99
163
L e L I S B B B B L W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-dimethyl-
213 19.20 19.40 19.60 19.80
m/z 90.95 14 .25%
5000
185
6? 101128
0||||h||hu‘|||||||||||||||||||||||||||||||||||| T
mz-> 0 50 100 150 200 250 300 350 400 450 500 19,20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051215\
Data File : BG017088.D

Aca On : 12 May 2015 18:17

Operator : TP/1Z

Sample : 62194-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 20 Docosa-2,6,10,14,18-pentaen... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.48 4.32 ng 150057 Perylene-d12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 80
2 Saualene 410 C30H50 007683-64-9 72
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 70
4 1.6-Octadien-3-ol. 3.7-dimethvl-_.. 182 C11H1802 000115-99-1 64
5 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 59
Abundance Scan 3369 (22.483 min): BG017088.D (-3365) (-) m/z 69.10 100.00%
69
5000 ’“AvNTmﬁthw#/\—%»dﬂmﬂﬂﬂmwwm
41
93 121 207 oo 99040 99 R0 9o
mﬂ5 283 2220 22.40 22,60 22.80
ob bty a7 20 287 283 319342 385 431 - otTGTT00 46 14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69
5000 41 L SR BN RN UL
2220 22.40 22,60 22.80
% m/z 41.00 34.45%
0 AL Ly ‘u ‘1‘?1 192 231 273 315341 384
m/z--> ' 100 150 260 250 300 350 400
Abundance
69
22.20 22.40 22.60 22.80
5000 41 m/z 67.95 19.14%
95
o 137161 191 217 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)-
69 22.20 22.40 22.60 22.80
m/z 67.10 17.68%
5000 41
93
0 18\ Wl HL \b Il H136 161 191 222
m/z--> 50 100 150 200 250 300 350 400 2220 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG051215\

Data File : BG017088.D

Acq On : 12 May 2015 18:17 Instrument :
Operator : TP/I1Z BNA_G

Sample - 62194-15 ClientSampleld :
Misc : TUO021-TW-04
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
Butane, 2-methoxy... 2.89 35.6 ng 478203 1 7.72 268787 20.0
unknown7 .26 7.26 106.2 ng 1427040 1 7.72 268787 20.0
2-Propanol, 1-[2-... 7.50 11.2 ng 149909 1 7.72 268787 20.0
Hexanoic acid, 3,... 9.40 41.0 ng 675292 2 10.51 329819 20.0
unknown10.21 10.21 6.0 ng 99340 2 10.51 329819 20.0
unknownll.56 11.56 4.2 ng 69194 2 10.51 329819 20.0
Phenol, p-tert-bu... 11.87 8.9 ng 147395 2 10.51 329819 20.0
unknownl13.73 13.73 6.0 ng 149933 3 14.37 498150 20.0
1H-Benzotriazole, ... 14.66 4.3 ng 105872 3 14.37 498150 20.0
1H-Benzotriazole,... 15.09 6.1 ng 151051 3 14.37 498150 20.0
Acetamide, N-(3-m... 16.26 6.2 ng 188402 4 17.11 609987 20.0
Phenol, 4,4"-(1,2... 16.33 4.1 ng 124168 4 17.11 609987 20.0
5H-PYRROLO(3,2-D)... 16.52 5.4 ng 165351 4 17.11 609987 20.0
Phenol, m-tert-bu... 16.59 4.3 ng 129566 4 17.11 609987 20.0
unknown18.02 18.02 4.4 ng 133264 4 17.11 609987 20.0
Octadecanoic acid 19.30 5.2 ng 181820 5 21.30 695443 20.0
Phenol, 4,4"-(1-m... 19.56 5.1 ng 175964 5 21.30 695443 20.0
Docosa-2,6,10,14, ... 22.48 4.3 ng 150057 6 23.56 695275 20.0
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