LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022972.D

Acq On 9 Jul 2016 19:28

Operator : UM/SJ

Sample - H3840-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.699 479 487 497 rBV 1121381 1881967 16.34% 3.613%
2 7.303 749 760 770 rBVY 865691 1524113 13.23% 2.926%
3 7.679 815 824 833 rBV 2014052 3623170 31.46% 6.956%
4 8.154 896 905 911 rVB 340084 590264 5.13% 1.133%
5 8.478 951 960 968 rBvV 1536984 2747313 23.85% 5.275%

9.324 1096 1104 1116 rBV 1673350 3033452 26.34% 5.824%
10.029 1212 1224 1234 rBV7 70615 201179 1.75% 0.386%
515366 938757 8.15% 1.802%
13.419 1791 1801 1815 rBV 4644170 7545452 65.52% 14.487%
14.236 1934 1940 1947 rBV 557243 816571 7.09% 1.568%
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11 14.794 2029 2035 2042 rBV2 1010887 1660141 14.41% 3.187%
12 16.286 2279 2289 2302 rBV 4844848 7578786 65.80% 14.551%
13 17.549 2498 2504 2513 rBV2 1382043 2118003 18.39% 4._.066%
14 18.131 2599 2603 2612 rVB 88806 143765 1.25% 0.276%
15 18.419 2647 2652 2662 rBvV2 280351 431190 3.74% 0.828%

16 19.688 2863 2868 2876 rBv3 250559 398677 3.46% 0.765%
17 20.152 2941 2947 2954 rBV 8412596 11517068 100.00% 22.112%
18 21.033 3092 3097 3106 rVB 218176 313411 2.72% 0.602%
19 21.844 3229 3235 3242 rVB2 1356078 2328995 20.22% 4._.472%
20 25.205 3797 3807 3822 rVB2 799945 2470796 21.45% 4.744%

21 26.374 4002 4006 4016 rVBS8 86165 222082 1.93% 0.426%

Sum of corrected areas: 52085152
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71016\
Data File : BG022972.D

Acq On > 9 Jul 2016 19:28

Operator : UM/SJ

Sample - H3840-01

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG022972.D
8000000
6000000
4000000
7.68
2000000 8.48 9.32
9 730 10.98
o 8.15 10 03 '
e B e s ol B e e E
Time--> 300 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022972.D
8000000 2015
6000000
13.42 16.29
4000000
2000000 1755 21.84
14.79 “
14.24
8.42 19.69 21.03
. 18,1334 A :
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: BG022972.D
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6000000
4000000
2000000
25.21
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022972.D

Acq On 9 Jul 2016 19:28

Operator : UM/SJ

Sample - H3840-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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 unknown7.68 Concentration Rank 1

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

7.68 122.76 ng 3623170 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 10
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 824 (7.679 min): BG022972.D (-815) (-) m/z 132.00 100.00%
132
68
5000
w | % 740 7.60 7.80 8.00
0 b lp L 165 207 251 281 313 355 417 49 "m/z 68.10 56.63%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R I I I R
7.40 7.60 7.80 8.00
3 70 m/z 66.10 39.82%
0 "JJ#M““\""I""I""I""I""I""I""I'
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 34.63%
104
63
39
L L U U WL U UL L L BRI
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14013: 1H-Benzimidazole, 2-methyl- e R
132 7.40 7.60 7.80 8.00
m/z 69.10 26.86%
5000
15‘39‘63‘ Al H104
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022972.D

Acq On 9 Jul 2016 19:28

Operator : UM/SJ

Sample - H3840-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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 unknownl1l0.03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.03  4.20 ng 201179  Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Monolinoleoylglycerol trimethy... 498 C27H5404Si2 054284-45-6 32
2 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 27
3 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 22
41,1,1,3,5,7,9,11,11,11-Decamethy... 490 C13H4206Si7 050694-26-3 16
5 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 16

Abundance Scan 1224 (10.029 min): BG022972.D (-1212) (-) m/z 43.10 100.00%

73

5000
147 207
281 327
119, | 179 | | 248 385387415 447477 535 9.80_10.00 10.20 10.40
0 m/z 73.10 65.15%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168495: 1-Monolinoleoylglycerol trimethylsilyl ether

73

207

5000
9.80 10.00 10.20 10.40

m/z 58.10 43 .35%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
9.80 10.00 10.20 10.40
5000 207 m/z 206.95 30.25%
133 281 355
0 45 | 103 177 251 327 | 383 429 489
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171908: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(tr. .. A R e
73 9.80 10.00 10.20 10.40
m/z 192.95 26.71%
5000
147
43
221 281
o 327L 415 519 561
B B e B R s R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.80 10.00 10.20 10.40

8270-BG070816.-M Mon Jul 11 05:58:00 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022972.D

Acq On 9 Jul 2016 19:28

Operator : UM/SJ

Sample - H3840-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.42 4_.07 ng 431190 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2652 (18.419 min): BG022972.D (-2647) (-) m/z 73.00 100.00%
7B
43
5000 129
213
il | 157185 \ 283 312 343369 401 443 18.20 18.40 18.60 18.80
0 bl L '.,l....,....,....,....,. m/z 43.10 75.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92226: n-Hexadecanoic acid
43 73
5000 RN UL B BN S
mmmmmmmm
129 256 m/z 60.10 71.15%
I
0 : .‘.‘“l“".”l IHM‘IH‘\\I\ .‘““. b~ |‘..‘.‘. T .‘. — I" e LA LA an e o m e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73
43
18.20 18.40 18.60 18.80
5000 129 m/z 41.05 62.66%
185
97 228
oL15 157
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4%0
Abundance #83686: Pentadecanoic acid R B B
43 78 18.20 18.40 18.60 18.80
m/z 55.10 57.40%
5000 129
199 242
| W LALTLAL
Ouuuu‘l‘.‘. L“ k‘.i.‘...‘luuuuluuuuluu......|. T
m/z--> 50 200 250 300 350 400 450 1820 1840 1860 1880
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022972.D

Acq On 9 Jul 2016 19:28

Operator : UM/SJ

Sample - H3840-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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 Octadecanoic acid Concentration Rank 5

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

19.69 3.76 ng 398677 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59

Abundance Scan 2868 (19.688 min): BG022972.D (-2863) (-) m/z 73.00 100.00%

43

5000

19.40 19.60 19.80 20.00
m/z 60.05  87.83%

o 341 390 429 463 503
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #108841: Octadecanoic acid
43 73
5000 L e o
129 19.40 19.60 19.80 20.00
m/z 55.10 86.40%
L \
0,.1.8. w A o ‘1,57 ‘ A
m/z--> 0 150 200 250 300 350 400 450 500
Abundance
43
R B
3 19.40 19.60 19.80 20.00
5000 7 m/z 57.05 78.30%
98 12° 171 213 %6
ol el e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83686: Pentadecanoic acid B

19.40 19.60 19.80 20.00

m/z 43.10 75.67%

5000

19. 40 19 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022972.D

Acq On 9 Jul 2016 19:28

Operator : UM/SJ

Sample - H3840-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.03 2.69 ng 313411 Chrysene-d12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,3,5-Triazine-2,4(1H,3H)-dione, ... 252 C12H20N402 051235-04-2 96
2 Benzeneethanamine, 2-fluoro-4-hy... 171 C8H10FNO2 1000116-43-3 42
3 2,4-Difluorophenyl isothiocyanate 171 C7H3F2NS 141106-52-7 37
4 Thiazolo[5,4-d]pyrimidine, 5-chl... 171 C5H2CIN3S 013316-08-0 33
5 Pyrimidine-2,4,6(1H,3H,5H)-trion... 334 C17H26N403 201928-46-3 28
Abundance Scan 3096 (21.028 min): BG022972.D (-3092) (-) m/z 171.05 100.00%
171
5000 /\\
83
20.80 21.00 21.20 21.40
252
bbb 208 22280 sesyiaonszsen so2 s gs o0 g5 a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #89317: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(d...
171
5000 LRI BRI BRI SN R
20.80 21.00 21.20 21.40
83 m/z 71.05 19.25%
56 128
0 A ‘\\L Il ‘ 209 252
m/z--> 50 160 150 200 250 300 350 400 450 500 550
Abundance
171
111 20,80 21.00 21.20 21.40
5000 m/z 44.10 15.15%
45 83
143
O T T L e I I o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #36985: 2,4-Difluorophenyl isothiocyanate AR RRREE LS
171 20.80 21.00 21.20 21.40
m/z 98.10 12 .48%
5000
es 139
31
0 Juﬁ@ﬂfﬁjﬂww. DRSNS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022972.D

Acq On 9 Jul 2016 19:28

Operator : UM/SJ

Sample - H3840-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .68 7.68 122.8 ng 3623170 1 8.15 590264 20.0
unknown10.03 10.03 4.3 ng 201179 2 10.98 938757 20.0
n-Hexadecanoic acid 18.42 4.1 ng 431190 4 17.55 2118000 20.0
Octadecanoic acid 19.69 3.8 ng 398677 4 17.55 2118000 20.0
1,3,5-Triazine-2,... 21.03 2.7 ng 313411 5 21.84 2329000 20.0
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