LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 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 F\METHODS\8270-BF072517.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 4.628 462 466 473 rBV 216722 307222 13.85% 1.409%
2 5.087 540 544 558 rBVY 2192083 2218043 100.00% 10.172%
3 6.145 720 724 739 rBY 1875784 2117012 95.45% 9.708%
4 6.257 739 743 747 rBVY 2277886 2040011 91.97% 9.355%
5 6.487 778 782 788 rBV 635578 555762 25.06% 2.549%
6 6.640 804 808 816 rBY 1696630 1548763 69.83% 7.102%
7 7.051 874 878 893 rBVY 1308880 1284762 57.92% 5.892%
8 7.769 996 1000 1004 rBV 850668 715841 32.27% 3.283%
9 8.216 1072 1076 1082 rBV5 66434 117968 5.32% 0.541%
10 8.516 1124 1127 1129 rBV3 56068 68434 3.09% 0.314%

11 8.598 1135 1141 1144 rBV7 58475 107376 4._.84% 0.492%
12 8.657 1146 1151 1156 rBVS8 51170 124115 5.60% 0.569%

13 8.704 1156 1159 1160 rBV2 54267 59462 2.68% 0.273%
14 8.757 1166 1168 1171 rVB3 80735 74750 3.37% 0.343%
15 8.792 1171 1174 1176 rBV3 74963 79008 3.56% 0.362%
16 8.816 1176 1178 1179 rBV 116172 77706 3.50% 0.356%
17 8.851 1179 1184 1187 rVB 2099825 2014220 90.81% 9.237%
18 8.881 1187 1189 1192 rBvV4 56214 70037 3.16% 0.321%
19 8.928 1193 1197 1201 rBV6 239760 344092 15.51% 1.578%
20 8.998 1206 1209 1210 rBV2 103720 93410 4.21% 0.428%

21 9.157 1233 1236 1238 rBV2 241201 279396 12.60% 1.281%
22 9.228 1246 1248 1250 rBV 392014 371576 16.75% 1.704%
23 9.275 1253 1256 1263 rVB5 409219 764879 34.48% 3.508%
24 9.433 1280 1283 1287 rVB2 544166 587828 26.50% 2.696%
25 9.522 1292 1298 1300 rBV3 1024914 1502210 67.73% 6.889%

26 9.804 1344 1346 1350 rVvB4 393259 330932 14.92% 1.518%
27 9.933 1365 1368 1371 rVB2 770482 676774 30.51% 3.104%
28 10.480 1457 1461 1467 rBV 1137536 1854913 83.63% 8.506%
29 13.621 1992 1995 1997 rVB 448383 404971 18.26% 1.857%
30 14.963 2219 2223 2228 rVB 424210 488423 22.02% 2.240%

31 15.268 2273 2275 2281 rBV7 26359 50151 2.26% 0.230%

32 15.874 2375 2378 2381 rBvV4 27634 53051 2.39% 0.243%
33 16.980 2555 2566 2574 rBV 167176 422829 19.06% 1.939%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 21805927
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On = 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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: BF097133.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.63 11.06 ng 307222 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 466 (4.628 min): BF097133.D (-462) (-) m/z 43.00 100.00%
43.0
5000 59.0
| mo 450 4o 40 450 500
e e e e e e m/z 59.00 50.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN R R UL A
59.0 420 440 460 480 500
0
150 a0 1010 m/z 101.10 14 .73%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 440 460 480 500
5000 m/z 58.10 13.75%
58.0
15.0 27.0 72.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T aamE B e .
43.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.83%
5000
101.0
150 310 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.26 Concentration Rank 1

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

6.26 73.41 ng 2040010 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 743 (6.257 min): BF097133.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
a0, o1 Tebo 620 640 650
: e B m/z 68.10 40.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR SR SR AR S
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 32.98%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
600 620 640 6.60
5000 m/z 66.10 26.19%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 0
Abundance #52379: Tranylcypromine-propiony! R BAEEE RS EE R
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 15.97%
74.0
5000 98.0 116.0
IS R U ”l”"“Ml'“"lﬂh"Ml"h '|"%§%q' "|%8?p' UL SRR SRR R
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 4 Dodecane, 2,7,10-trimethyl- Concentration Rank 11

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

8.22 3.30 ng 117968 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
2 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 59
3 Decane. 3.4-dimethvl- 170 C12H26 017312-45-7 59
4 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 59
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 53

Abundance Scan 1077 (8.222 min): BF097133.D (-1072) (-) m/z 57.05 100.00%
57.0
43.0

5000

1251 14921632 180.2 7.80 8.00 820 840 8.60
: m/z 43.00 61.99%

109.1

85.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
43.0
5000 [TrTIr[rrrr[rrrrprrrrpro

7.80 8.00 8.20 8.40 8.60
85.0 m/z 71.05 50.31%

27.0 ‘L L4 | 130 14101560  183.0197.0
B e S S L I B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
A N s R
43.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 32.38%
85.0 112.0 141.0
B e e T B B = o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38345: Decane, 3,4-dimethyl- R EEEE R
57.0 7.80 8.00 8.20 8.40 8.60
43.0 m/z 55.00 30.30%
5000
27.0 85.0 112.0
T 127.0141.0 1680
e e e T S e B e e N RS EE RS m e e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12

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

8.60 3.00 ng 107376 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 80
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 46
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 44
4 Benzene. 1-(l1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 35
5 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 30

Abundance Scan 1141 (8.598 min): BF097133.D (-1135) (-) m/z 118.10 100.00%
.0 118.1

5000

8.20 8.40 8.60 8.80 9.00
m/z 57.00 96.31%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0
145.0
5000 | LN LI L L LB LB L
8.20 840 8.60 8.80 9.00
39.0 m/z 95.10 73.22%
SN
SN R T R 1 ....,....‘,..“‘l.,”.‘...‘,‘....,....,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
118.0
145'0 IIIIIIIIIIIIIIIIIIIIIII
8.20 8.40 8.60 8.80 9.00
5000 m/z 81.05 68.93%
91.0 160.0

280 510 44,

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30944: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- A e o
118.0 8.20 8.40 8.60 8.80 9.00
m/z 160.20 65.40%
5000 160.0
145.0
#0 s P ‘ ]
I Ly L TR (AT L
T B L B B e B B

m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 8

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

8.93 4_.58 ng 344092 Acenaphthene-d10 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 50
2 Cvclohexane. (2.2-dimethvilcvclop... 180 C13H24 061142-23-2 30
3 1.19-Eicosadiene 278 C20H38 014811-95-1 27
4 Pvrimido(5.4-e)-as-triazine-5.7(... 193 C7H7N502 000084-82-2 22
5 1-Hexyl-1-nitrocyclohexane 213 C12H23N02 118252-09-8 22

Abundance Scan 1197 (8.928 min): BF097133.D (-1193) (-) m/z 55.00 100.00%
54.0
193.2
971 1231
5000
159.1 860 8.80 9.00 9.20
m/z 41.10 75.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 B SRS R S
8.60 8.80 9.00 9.20
m/z 193.20 71.92%
151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
8.60 8.80 9.00 9.20
5000 81.0 m/z 123.10 61.98%
124.0
29.0 165.0
103.0
WWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene A REmEE RS
55.0 8.60 8.80 9.00 9.20
82.0 m/z 69.10 55.77%
5000
29.0 109.0
| ‘ 137.0 166.0 194.0 222.0 250.0 278.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown9.16 Concentration Rank 10

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

9.16 3.72 ng 279396 Acenaphthene-d10 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Heptadecvne. 1-chloro- 270 C17H31ClI 056554-74-6 38
2 2.4-Hexadiene. 3-methvl- 96 C7H12 028823-42-9 25
3 1.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 22
4 Cvclohexene. 4-(2-bromoethvl)- 188 C8H13Br 063540-01-2 22
5 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 22

Abundance Scan 1237 (9.163 min): BF097133.D (-1233) (-) m/z 55.05 100.00%

5000 109.1

149.1 175.2

8.80 9.00 9.20 9.40
m/z 81.10 85.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119359: 7-Heptadecyne, 1-chloro-
81.0

5000

880 9.00 9.20 9.40
m/z 95.10 67.67%

30.0151.01 45 ) 199.0

241.0 270.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
81.0
R R
8.80 9.00 9.20 9.40
5000 m/z 41.05 62.19%
39.0
15.0
mwwwwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2891: 1,4-Hexadiene, 4-methyl- R B
81.0 8.80 9.00 9.20 9.40
m/z 97.10 47 .89%
5000 39.0

dked )|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 880 9.00 9.20 9.40
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown9.43 Concentration Rank 7

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

9.43 7.83 ng 587828 Acenaphthene-d10 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.1"-Biphenvll1-4-acetonitrile 193 C14H11N 031603-77-7 38
2 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 30
4 1-Anthracenamine 193 C14H1i1N 000610-49-1 30
5 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 22

Abundance Scan 1282 (9.428 min): BF097133.D (-1280) (-) m/z 193.20 100.00%
41.1 198.2
811 1091
5000
9.00 9.20 9.40 9.60 9.80
: m/z 41.10 89.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55511: [1,1'-Biphenyl]-4-acetonitrile
193.0
5000 SRR AR R A
9.00 9.20 9.40 9.60 9.80
82.0 m/z 81.10 63.41%
27.0 510 L | 115.0 1520‘ d
m/z--> ﬁo 45 éo 85 160 150 1&0 160 180 260 250
Abundance
55.0 95.0
0.00 9.20 9.40 9.60 9.80
5000 m/z 95.10 59.99%
123.0
27.0 77.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55484: 2-Anthracenamine R o o o AEM
198.0 9.00 9.20 9.40 9.60 9.80
m/z 109.10 57.87%
5000 165.0
97.0
510 700 uso 190 |
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 14'10 160 180 2(')0 22'0 9. 00 9. I20 9. 40 9. I60 9. éo

8270-BF072517.M Fri Jul 28 17:00:43 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Oxalic acid, allyl pentadec... Concentration Rank 9

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

9.80 4.41 ng 330932 Acenaphthene-d10 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. allvl pentadecvl ester 340 C20H3604 1000309-24-3 72
2 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 64
3 Decane. 2.3.8-trimethvl- 184 C13H28 062238-14-6 50
4 Tetratetracontane 619 C44H90 007098-22-8 50
5 Dodecane 170 C12H26 000112-40-3 49

Abundance B Scan 1345 (9.798 min): BF097133.D (-1344) (-) m/z 57.10 100.00%
DI.
133.1
5000
W l 204.2 9.40 9.60 9.80 10.00 10.20
a8 m/z 43.10 98.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176817: Oxalic acid, allyl pentadecy! ester
41.0
5000 RN I L IR B
9.40 9.60 9.80 10.00 10.20
3.0 m/z 71.10 79.13%
i | 120 255.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
9.40 9.60 9.80 10.00 10.20
5000 m/z 133.10 73.40%
99.0
141.0 238. 0 505.0547.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48895: Decane, 2,3,8-trimethyl- A EEEEE R
57.0 9.40 9.60 9.80 10.00 10.20
m/z 55.10 57.71%
5000 bwfJ\f«ﬂ“Mf“A)ﬁMJ»AfJ\AJNMW
‘ 111.0
‘ |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.40 9.60 9.80 10.00 10.20

8270-BF072517.M Fri Jul 28 17:00:44 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1-Trimethylsilylpent-1-en-4... Concentration Rank 6

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

9.93 9.01 ng 676774 Acenaphthene-d10 9.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 53
2 2-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02 1000278-98-1 50
3 Cvclopentene. 1.3-dimethvl-2-(1-... 138 C10H18 061142-32-3 50
4 Benzamide. 3-fluoro-N-I5-trifluo... 413 C17H11F8N0O2 339240-74-3 47
5 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 47

Abundance Scan 1367 (9.928 min): BF097133.D (-1365) (-) m/z 123.10 100.00%
128.1
5000 551 g11 173.2
\ 145.1 207.3 o5 550 10,00 1050
|| ||| | | H‘OS% ‘||"'||"|."..'|...'.,....,'.'...,'..2.3.8|.2... m/z 55.10  41.09%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
123.0
5000 L A UL RN LR
9.60 9.80 10.00 10.20
430 730 90 m/z 41.10 40.10%
?Su‘uouu‘i‘u‘uu‘u‘ |“|‘|‘|‘|“||‘|‘|‘||“||||l‘|||‘|||||||||| R A BEAREmER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123.0
'9.60 9.80 10.00 10.20
5000 m/z 81.10 38.06%
81.0
41.0
141.0
63.0 166.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16995: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)- e A RAREE
810 0 9.60 9.80 10.00 10.20
' m/z 109.10 36.77%
5000
41.0
\‘\ ‘\\63b T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.60 9.80 10.00 10.20

8270-BF072517.M Fri Jul 28 17:00:44 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.48 20.00 ng 1854910 Phenanthrene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 83
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 78

4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 64
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 64

Abundance Scan 1461 (10.480 min): BF097133.D (-1457) (-) m/z 57.10 100.00%

57.1

%

5000
10.20 10.40 10.60 10.80
183.2
ol 37, 216.2 240.2 262.2 m/z 71.10 61.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L L L L L LB
10 20 10. 40 10. 60 10 80
113.0 m/z 43.10 51.64%
29 0 183.0
| om0 2250 2530
.P.”,”.W.H.P.”,”.w.“.“.” T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R EERERE SRR R
10.20 10.40 10.60 10.80
5000 m/z 85.10 23.31%
29.0 85.0
130 1410 1830
T T T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71405: Dodecane, 2,6,10-trimethyl- AR EREEE RS
57.0 10.20 10.40 10.60 10.80
m/z 41.10 19.44%
5000 W\
29.0 85.0
“ Il ‘ 113.0 1550 1830 2060

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 20 10. 40 10. 60 10 80

8270-BF072517.M Fri Jul 28 17:00:45 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 12 unknownl5.27 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.27 2.05 ng 50151 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloroacetic acid. 1-cvclopentvl... 190 C9H15CI02 1000279-89-0 12
2 Chloroacetic acid. 3.5-dimethvlc... 204 C10H17CI02 1000279-99-7 12
3 Hexadecanenitrile 237 C16H31N 000629-79-8 10
4 7Z-8-Methvl-9-tetradecen-1-ol ace... 268 C17H3202 1000130-82-4 10
5 Oxazolidine, 2-isopropyl-4-[[[2-.-. 275 C16H21NO3 070687-97-7 10
Abundance Scan 2275 (15.268 min): BF097133.D (-2273) (-) m/z 55.00 100.00%
58.0 g31
110.1
5000 132.1

154.1 1811 5004 251.1 2821

T B
H 15.00 15.20 15.40 15.60
BRRRERAS m/z 43.05 94 .20%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #53524: Chloroacetic acid, 1-cyclopentylethyl ester
55.0
77.0
5000 . LA L L L L L LB
27.0 15.00 15.20 15.40 15.60
121.0 m/z 69.10 86.53%
.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95.0
R EEEEE RS
41.0 69.0 15.00 15.20 15.40 15.60
5000 m/z 83.10 83.59%
169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91621: Hexadecanenitrile R EEEEE RS

15.00 15.20 15.40 15.60
m/z 41.00 78.86%

5000

I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BF072517.M Fri Jul 28 17:00:45 2017
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82mM@-BFO72513QM Fio@ JuiB0 282007 - 026946 RO17 350 400

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 13 unknownl15.87 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.87 2.17 ng 53051 Perylene-di12 14.96
Hit# of 4 Tentative ID MW  MolForm CAS# Qual
1 11-MethvIlnonacosane 422 C30H62 007371-99-5 7
2 Benzene. 1.3.5-trichloro-2-nitro- 225 C6H2CI3N02 018708-70-8 4
3 12-Hvdroxvoctadecanethioic acid.... 372 C22H4402S 058587-08-9 2
4 di-tert-Butyl malonate 216 C11H2004 000541-16-2 2

Abundance Scan 2377 (15.868 min): BF097133.D (-2375) (-) m/z 55.05 100.00%

58.0
5000

109.1145.0  207.1 R R e
15.60 15.80 16.00 16.20
m/z 57.00 91.75%

m/z--> 50 100 150 200 250 300 350 400
Abundance #219834: 11-Methylnonacosane
57.0 168.0
15.60 15.80 16.00 16.20
5000 m/z 69.05 86.86%
99.0 280.0
— ,‘ | Al 2100 | | 3220 3680 4070
miz--> 50 100 150 200 250 300 350 400 N
Abundance 15.60 15.80 16.00 16.20
30.0 m/z 41.00 74 .59%
167.0
74.0
5000 109.0
225.0
R EEEEE RS
15.60 15.80 16.00 16.20
e ey | M/Z 81.05  39.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #198267: 12-Hydroxyoctadecanethioic acid, S-t-butyl ester
57.0
5000 15.60 15.80 16.00 16.20
197.0
97.0
J 265.0
390[
| LN I “l“ﬂ‘ I\jl:l “‘.““l“‘.“ ) ST “: 2|3|1|q| ILI ILPIQ?P — |35|5|0|
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097133.D

Aca On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 tri(2-Ethylhexyl) trimellitate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.98 17.31 ng 422829 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tri(2-Ethvlhexvl) trimellitate 546 C33H5406 003319-31-1 90
2 1-Diisopropviloctvisilvloxv-3.5-d... 348 C22H400Si 1000307-85-1 64
3 Oxalic acid. decvl 2-ethvlhexvl ... 342 C20H3804 1000309-39-3 10
4 Heptane. 5-ethvl-2.2.3-trimethvl- 170 C12H26 062199-06-8 10
5 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 10

Abundance Scan 2566 (16.980 min): BF097133.D (-2555) (-) m/z 305.20 100.00%
305.2
57.0
5000 1931
113.1 LN U SUNILE I
148.0 16.60 16.80 17.00 17.20
417.3
0 0 Y S W N IR 1~ N (s 2 R W31
m/z--> 50 100 150 200 250 300 350 400
Abundance #238919: tri(2-Ethylhexyl) trimellitate
305.0
57.0
5000 AU BRI AR B
193.0 16.60 16.80 17.00 17.20
113.0 m/z 71.05 42.78%
148.0 435.0
1. L oo |0
m/z--> 50 100 150 200 250 300 350 400
Abundance
305.0
193.0 LN AN SUNIE
16.60 16.80 17.00 17.20
5000 m/z 193.05 39.30%
348.0
28.0 105.0 149.0 235.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #178439: Oxalic acid, decyl 2-ethylhexyl ester T BaEas B o
57.0 16.60 16.80 17.00 17.20
m/z 43.05 38.55%
- W\——/\V»JW
112.0
‘ 185.0
'“MV'LJLHJ"lH"ﬂ'I""""I""I""I""I LN AN SUNIE
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20

8270-BF072517.M Fri Jul 28 17:00:46 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072717\
Data File : BF097133.D

Acq On 27 Jul 2017 20:13

Operator : SJ/JU

Sample : 14442-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
2-Pentanone, 4-hy... 4.63 11.1 ng 307222 1 6.49 555762 20.0
unknown6 .26 6.26 73.4 ng 2040010 1 6.49 555762 20.0
Dodecane, 2,7,10-... 8.22 3.3 ng 117968 2 7.77 715841 20.0
Naphthalene, 1,2,... 8.60 3.0 ng 107376 2 7.77 715841 20.0
Decahydro-4,4,8,9... 8.93 4.6 ng 344092 3 9.52 1502210 20.0
unknown9.16 9.16 3.7 ng 279396 3 9.52 1502210 20.0
unknown9 .43 9.43 7.8 ng 587828 3 9.52 1502210 20.0
Oxalic acid, ally... 9.80 4.4 ng 330932 3 9.52 1502210 20.0
1-Trimethylsilylp... 9.93 9.0 ng 676774 3 9.52 1502210 20.0
Pentadecane, 2,6,... 10.48 20.0 ng 1854910 4 11.01 1854910 20.0
unknown15.27 15.27 2.0 ng 50151 6 14.96 488423 20.0
unknown15.87 15.87 2.2 ng 53051 6 14.96 488423 20.0
tri(2-Ethylhexyl) ... 16.98 17.3 ng 422829 6 14.96 488423 20.0
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