LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062716\
Data File : BG022646.D
Aca On : 27 Jun 2016 17:01 Instrument :
Operator : UM/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?ggle : H3630-15 B1409-TPGW04-0616
ALS Vial : 13 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-BG062516.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

4.629 299 305 315 rvB 1179992 1790393 17.03% 3.206%
4.747 320 325 330 rBV 74135 118097 1.12% 0.211%
rBv 173006 260467 2.48% 0.466%
5.704 482 488 499 rBV 1067983 1714802 16.31% 3.071%
7.261 747 753 756 rBV 122414 195356 1.86% 0.350%
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6 7.309 756 761 770 rVB 742825 1289518 12.27% 2.309%
7 7.690 818 826 834 rBV 1836875 3201770 30.45% 5.733%
8 8.160 899 906 913 rVB 555332 970294 9.23% 1.737%
9 8.489 954 962 969 rBV 1607086 2843620 27.05% 5.092%
10 9.330 1098 1105 1113 rBV 1522211 2705356 25.73% 4.844%

11 10.987 1378 1387 1394 rBV 788257 1484667 14.12% 2.658%
12 12.749 1683 1687 1696 rBV6 45241 107110 1.02% 0.192%
13 13.419 1794 1801 1808 rBV 3958666 6162500 58.61% 11.035%
14 13.930 1883 1888 1892 rBV7 75905 128376 1.22% 0.230%
15 13.995 1892 1899 1904 rVvVv10 45554 106603 1.01% 0.191%

16 14.242 1936 1941 1950 rVB 220231 384629 3.66% 0.689%
17 14.794 2029 2035 2043 rBV2 1307849 2205736 20.98% 3.950%
18 16.286 2283 2289 2299 rBV 3917007 6136270 58.36% 10.988%
19 17.555 2499 2505 2511 rBV2 1862685 2870394 27.30% 5.140%
20 18.207 2613 2616 2620 rVB2 118491 151271 1.44% 0.271%

21 18.431 2650 2654 2662 rBV 983259 1309253 12.45% 2.344%
22 19.500 2833 2836 2840 rVB 240206 279920 2.66% 0.501%
23 19.553 2841 2845 2847 rBV4 165316 226460 2.15% 0.405%
24 19.694 2865 2869 2880 rBV2 1373185 1923733 18.30% 3.445%
25 20.158 2942 2948 2955 rVB 7449573 10513627 100.00% 18.826%

26 21.844 3230 3235 3244 rVB 2069794 3574919 34.00% 6.401%
27 25.205 3799 3807 3822 rVB3 1030165 3192141 30.36% 5.716%

Sum of corrected areas: 55847282
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062716\

Data File : BG022646.D

Aca On : 27 Jun 2016 17:01

Operator : UM/SJ

ﬁ?ggle i H3630-15 B1409-TPGW04-0616
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library

TIC Integ

C:\DATABASENNISTO2.L
LSCINT.P

ration Parameters:

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG022646.D

7.69 8.49 9.33
4.63 5.70

7.31 10.99

726

8.16

75 523 12.

0
Time-->

3.00 350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BG022646.D
2016

13.42 16.29

21.84

14.79

18308424

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

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG022646.D

0

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\BG062716\

Data File : BG022646.D

Aca On : 27 Jun 2016 17:01

Operator : UM/SJ

ﬁ?ggle i H3630-15 B1409-TPGW04-0616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.63 36.90 ng 1790390 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 Furan. 2-methoxv- 98 C5H602 025414-22-6 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 305 (4.629 min): BG022646.D (-299) (-) m/z 83.10 100.00%
55 88
5000

4.20 4.40 4.60 4.80 5.00

o! b0, 169 207235262 297 337363 403 499 S0153% | "m/z 55.05  85.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 [T T[T T r{rr T rrrrr[rrr

4.20 4.40 4.60 4.80 5.00

21 m/z 98.10 33.47%
0,.¢ﬁﬂ.”.,.”.,.”. D N S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
R
420 4.40 4.60 4.80 5.00
5000 o7 m/z 43.05 31.81%
ol d e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3097: 3-Hexen-2-one R e e R
83 420 4.40 4.60 4.80 5.00
55 m/z 39.10 24 _.00%
5000
T ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062716\

Data File : BG022646.D

Aca On : 27 Jun 2016 17:01

Operator : UM/SJ

3?22 le H3630-15 B1409-TPGW04-0616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 Cyclotrisiloxane, hexamethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.75 2.43 ng 118097 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 56
2 1.2-Benzenediol. 3.5-bis(l.1-dim... 222 C14H2202 001020-31-1 45
3 Stannane. tetrapropvl- 292 C12H28Sn 002176-98-9 40
4 2.4.6-Cvcloheptatrien-1-one. 3.5... 250 C13H220Si2 1000161-21-8 39
5 Acetic acid, [4-(1,1-dimethyleth... 222 C13H1803 088530-52-3 38
Abundance Scan 326 (4.753 min): BG022646.D (-320) (-) m/z 207.00 100.00%

5000

A
LI L L L L LB L L B

4.40 4.60 4.80 5.00

355382 417 470 518

267 297

(o} m/z 208.00 22 .93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71177: Cyclotrisiloxane, hexamethyl-
207
5000

440 4.60 4.80 5.00
m/z 208.90  14.50%

96
28 61 | 133 177 |

O e e e e e T e T
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
207
4.40 4.60 4.80 5.00
5000 m/z 133.00 8.71%
57
. 29 91 123151179
LA o e I B LA i o o o
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #112849: Stannane, tetrapropyl-
165 207 440 4.60 4.80 5.00
249 m/z 177.00 6.09%
5000
121
41 292
(o LA I B o o o o B

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062716\

Data File : BG022646.D

Aca On : 27 Jun 2016 17:01

Operator : UM/SJ

3?22 le H3630-15 B1409-TPGW04-0616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.23 5.37 ng 260467 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 38
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 27
3 Ether. hexvl t-butvl 158 C10H220 069775-79-7 17
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 9

Abundance Scan 407 (5.229 min): BG022646.D (-403) (-) m/z 43.05 100.00%

43
5000
101

480 500 520 540 560

\ 209
Ol APt 134 169 29 266 300 844 378 4% | Tnyz 59.10  72.04%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [ SALILIL NNLIL L L L B LB B BB

480 5.00 5.20 540 5.60
m/z 101.00  24.40%

15 101
I"'“""I'"'I""'I""I""I""I""I""I""I'
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
59

4.80 5.00 5.20 5.40 5.60

o

5000 m/z 58.10 13.57%
37 126
O S L B UL WL UL WL
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #28228: Ether, hexyl t-butyl
59 480 5.00 5.20 540 5.60

m/z 39.10 9.29%

5000

27 l | 85 143

O ..‘.,....‘,....,....,....,....,....

T
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062716\

Data File : BG022646.D

Aca On : 27 Jun 2016 17:01

Operator : UM/SJ

3?22 le H3630-15 B1409-TPGW04-0616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 unknown7.69 Concentration Rank 1

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

7.69 66 .00 ng 3201770 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
5 5-Aminoindole 132 C8H8N2 005192-03-0 14

Abundance Scan 826 (7.690 min): BG022646.D (-818) (-) m/z 132.00 100.00%
132
68
5000
o 740 7.60 7.80 8.00
0 A .1,1.. rips 228 278306 365390 470 m/z 68.10 58.30%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 UL L L I R
7.40 7.60 7.80 8.00
m/z 66.10 39.13%
27
Ol'ﬂwhwwﬁﬁ"JW'"W""P"'I”"I'”'I"”I"'W'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 32 .54%
3g 63 104
S L I UL UL DAL S WL WL
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine T
132 7.40 7.60 7.80 8.00
69 m/z 69.10 26.71%
104
5000
31
OI”JMI”i'I”"I”"I”"I”"I”"P"'P"'P"'P HRIL I UL I AL
mz-> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062716\
Data File : BG022646.D

Aca On 27 Jun 2016 17:01

Operator : UM/SJ

Sample - H3630-15

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 n-Hexadecanoic acid Concentration Rank 5

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

18.43 9.12 ng 1309250 Phenanthrene-d10 17.56

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 1-(+)-Ascorbic acid 2.6-dihexade... 652 C38H6808 028474-90-0 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2654 (18.431 min): BG022646.D (-2650) (-) m/z 73.10 100.00%
43
5000
157185 LB L B B i
18.20 18.40 18.60 18.80
281
0 313 343 386411 451 508 m/z 60.10 30.48%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid
43
73
5000 LI L L L L L L L L L
18.20 18.40 18.60 18.80
m/z 43.10 74 .09%
| H 98 129 171 213 290
oY [T O s
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 T T T T T
18.20 18.40 18.60 18.80
5000 129 m/z 55.10 72.36%
171
99 214
(O o e B L e e s o o R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83686: Pentadecanoic acid L e A AR
18.20 18.40 18.60 18.80
m/z 41.10 64 .79%
B WJ\,‘L
01 R e EEm s ma
m/z--> 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062716\

Data File : BG022646.D

Aca On : 27 Jun 2016 17:01

Operator : UM/SJ

ﬁ?ggle i H3630-15 B1409-TPGW04-0616
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.69 13.40 ng 1923730 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 2868 (19.688 min): BG022646.D (-2865) (-) m/z 73.10 100.00%
437
5000
129
} 19 241 284 19.40 19.60 19.80 20.00
157, | 213 : : : -
0 . .l. i I et I o 310 395885415 492525 | m/z 43.10 79.12%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108843: Octadecanoic acid
Vil
5000 RN B BN UGN B
19. 40 19 60 19. 80 20 00
m/z 60.10 73.34%
I
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
19.40 19.60 19.80 20.00
5000 m/z 55.10 69.02%
129 242
101 171199
O L L B s B B e B
miz--> 0 55 160 1éo 200 250 300 3éo 460 4%0 560 '
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester LI e e e
43 19.40 19.60 19.80 20.00
m/z 57.10 60.57%
73
5000 o84
129
M 1 157 185213241 311 372
Oy e R B
miz--> 0 5'0 100 150 200 250 300 350 400 450 500 19. 40 19 60 19. 80 20 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG062716\

Data File : BG022646.D

Acq On : 27 Jun 2016 17:01

Operator : UM/SJ

3?22 le H3630-15 B1409-TPGW04-0616
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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]
3-Penten-2-one, 4... 4.63 36.9 ng 1790390 1 8.16 970294 20.0
Cyclotrisiloxane, ... 4.75 2.4 ng 118097 1 8.16 970294 20.0
2-Pentanone, 4-hy... 5.23 5.4 ng 260467 1 8.16 970294 20.0
unknown? .69 7.69 66.0 ng 3201770 1 8.16 970294 20.0
n-Hexadecanoic acid 18.43 9.1 ng 1309250 4 17.56 2870390 20.0
Octadecanoic acid 19.69 13.4 ng 1923730 4 17.56 2870390 20.0
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