Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54594.D

Acqg On : 10 Aug 2022 18:53
Operator : CG/JU

Sample : N3971-22

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Time: Aug 10 21:45:37 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Aug 08 14:48:51 2022

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.971 152 18985 20.000 ng 0.00
21) Naphthalene-d8 10.779 136 73480 20.000 ng # 0.00
39) Acenaphthene-di10 14.610 164 55565 20.000 ng 0.00
64) Phenanthrene-d1e 17.360 188 137808 20.000 ng # 0.00
76) Chrysene-di2 21.625 240 151745 20.000 ng # 0.00
86) Perylene-di12 24.833 264 161139 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.562 112 60396 66.421 ng 0.00

7) Phenol-dé6 7.177 99 49185 39.476 ng 0.00
23) Nitrobenzene-d5 9.140 82 116294 86.187 ng 0.00
42) 2,4,6-Tribromophenol 16.108 330 132803 113.832 ng 0.00
45) 2-Fluorobiphenyl 13.229 172 332494 84.414 ng 0.00
79) Terphenyl-di4 19.968 244 707778 92.530 ng 0.00

Target Compounds Qvalue
15) Benzyl Alcohol 8.223 79 2469 2.409 ng # 88
25) Isophorone 9.704 82 8682 3.700 ng # 92
35) Caprolactam 11.719 113 2385 6.834 ng 95

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54594.D

Acq On : 10 Aug 2022 18:53
Operator : CG/JU

Sample : N3971-22

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Time: Aug 10 21:45:37 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Aug 08 14:48:51 2022

Response via : Initial Calibration

Abundance TIC: BG054594.D\data.ms
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Abundance Scan 785 (8.000 min): BG054299.D\data.ms (-77 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.971 min Scan# 84[giSiidiipl=lpies
Ref 50 Delta R.T. -0.001 min

115.0 o .
521 781 Lab File: BGO54594.D [(®IEIEEIsliEll0f
‘ ‘ Acq: 10 Aug 2022 18:53 [CI=SR

m/z--> 100 120 140 Tgt Ion:152 Resp: 18985

Abundance Scan848(7971|nnn.BG054594IndmaJns Ton Ratio Lower Upper
150.0 152 160

150 159.1 131.6 197.4
115 55.5 50.9 76.3

Raw 50
115.0
1 78.1 Abundance
' “ 15000
om;mw» w_m\_”w
m/z--> 40 60 100 120 140 oty
Abundance Scan 848 (7.971 mm). BG054594.D\data.ms (-83 10000
150.0
Sub
50 5000
115.0
78.1
0\\\‘}\\‘\‘\‘\\\“! \\\\‘\\\\“\\\\‘\\ OV\‘\\\\’\\\\’\\\\‘\
miz-> 40 60 100 120 140 Time->  7.90 7.95 8.00

Abundance Scan 371 (5.567 min): BG054299.D\data.ms (-3¢ #5
112.0 2-Fluorophenol
Concen: 66.421 ng

64.1 RT: 5.562 min Scani# 438
Ref 50 Delta R.T. -0.002 min
92.0 Lab File: BG@54594.D
31 501 q‘ ‘ | Acq: 10 Aug 2022 18:53
0\‘\\\‘\“\\\\“\‘\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 18t Ion:112 Resp: 60396

Abundance  Scan 438 (5.562 min): BG054594.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64 57.4 55.1 82.7

64.1 63 34.6 30.4 45.6
Raw 50
Abundance
92.0 5.562
39.1 ‘ d ‘ 30000
0 “‘m”_H“M‘H““l‘Hmwmwuwmw L
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 438 (5.562 min): BG054594.D\data.ms (-34
112.0 20000
64.1
Sub 10000
83.1
38.1 50.1 ‘ ‘
O pote e b W e e o
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.50 5.60
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Abundance Scan 644 (7.171 min): BG054299.D\data.ms (-63 #7

99.1 Phenol-d6
Concen: 39.476 ng
RT: 7.177 min Scan# 71aEdtlEgies
Ref 50 711 Delta R.T. -0.002 min _
421 Lab File: BG@54594.D [SlUEERISEIIAEE
54 ‘ Acq: 10 Aug 2022 18:53 [CI=SR
okt Sl e
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 49185
Abundance  Scan 713 (7.177 min): BG054594 D\datams ~ 100 Ratio Lower Upper
99.1 99 100
42 19.5 17.0 25.6
71  43.7 33.8 50.8
Raw 50 711
Abundance
42.1 25000 7.arr
ob bl s
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 713 (7.177 min): BG054594.D\data.ms (-62
99.1 15000
<ub 10000
50 711
5000
42.1
0 ‘_"J““‘J““sﬁ.‘l“_m‘:“‘m‘%%'p‘WHHHH‘ o
miz--> 30 40 50 60 70 80 90 100  Time->  7.10 7.20 7.30

Abundance Scan 825 (8.235 min): BG054299.D\data.ms (-81 #15

79.1 Benzyl Alcohol
Concen: 2.409 ng
108.1
RT: 8.223 min Scan# 891
Ref 50 Delta R.T. -0.002 min
51.1 Lab File: BG@54594.D
39.1 “ 63.1 91‘1 Acq: 10 Aug 2022 18:53
0\‘\\\\‘\\\\‘\“\\\“\“\‘\\‘\1‘}\“\\\\H\\\\‘\\\\‘\\\\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 79 Resp: 2469
Abundance  Scan 891 (8.223 min): BG054594.D\datams = 100 Ratio Lower Upper
79.1 79 100
108 52.9 53.7 80.5#
77 59.6 52.2 78.4
Raw 50 108.0
Abundance
39.1 91.0 8.223
| ‘ | 1000
O e e
m/z--> 30 40 50 60 70 80 90 100 110 800
Abundance Scan 891 (8.223 min): BG054594.D\data.ms (-8C
Sub 108.0 400
50
200
39.1 ‘ 9]‘..0
oWH“_HWHWHWme‘mwm_m O
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 8.20 8.25
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Abundance Scan 1263 (10.808 min): BG054299.D\data.ms (- #21

136.1 | Naphthalene-d8
Concen: 20.000 ng
RT: 10.779 min Scan# 11gigiil=glies
Ref 50 Delta R.T. -0.008 min
Lab File: BG@54594.D [SlUEERISEIIAEE
541 781 108.1 Acq: 10 Aug 2022 18:53 [CI=SR
T Y R VSOOI S
m/z--> 40 60 80 100 120 140 Tgt IOﬂZ:!.36 RESpI 73480
Abundance Scan 1326 (10.779 min): BG054594.D\datams  1ON Ratio Lower Upper
1361 | 136 100
137 10.7 8.5 12.7
54 7.2 7.4 11.2#
Raw 5g 68 4.3 4.9  7.3#
Abundance
10.j479
281 54.1 76.0 108.1
ol BB Al il 30000
m/z--> 40 60 80 100 120 140
Abundance Scan 1326 (10.779 min): BG054594.D\data.ms (
135.1 20000
Sub
50 10000
108.1
ol 381 ‘5“4‘.«1‘ 1‘17617?‘0 P . S - Y m—— ‘/‘\" ——
m/z--> 40 60 80 100 120 140 Time--> 10.70 10.80
Abundance Scan 983 (9.163 min): BG054299.D\data.ms (-97 #23
82.1 Nitrobenzene-d5
Concen: 86.187 ng
54.1 RT: 9.140 min Scan# 1047
Ref 50 128.1 Delta R.T. -0.002 min
Lab File: BGO54594.D

98.1 Acq: 10 Aug 2022 18:53
a1 || een, || uaa

‘\H\‘Huiu‘u‘u‘h‘\uu H\‘HH‘HH‘HH‘HH“HH‘ . .
miz--> 30 40 50 60 70 80 90 100110120130 18t Ion: 82 Resp: 116294

Abundance Scan 1047 (9.140 min): BG054594.D\data.ms ~ 10N Ratio Lower Upper
82.1 82 100

128 41.3 27.9 41.9
54 55.9 41.2 61.8

o

54.1

Raw 50 128.1

Abundance
60000 9.140

98.1
901 | egh | Tupg |
o N S a= ARSI
m/z--> 30 40 50 60 70 80 90 100 110120130
Abundance Scan 1047 (9.140 min): BG054594.D\data.ms (-§ 40000

82.1

o

Sub 54.1 20000
50 128.1

‘ 98.1

ol A0t 681 | | 1121 | 0
S vt P R SV R W~ S A e

m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 9.10 9.20
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Abundance Scan 1079 (9.727 min): BG054299.D\data.ms (-1 #25
1

82. Isophorone
Concen: 3.700 ng
RT: 9.704 min Scan#t 1Sl
Ref 50 Delta R.T. -0.002 min
Lab File: BGO54594.D (ISt IellEI0f
39.1 541 1381 | Acq: 10 Aug 2022 18:53 SI==R
ob il 1 aoso121 |
m/z--> 40 60 80 100 120 140  Tgt Ion: 82 Resp: 8682
Abundance Scan 1143 (9.704 min): BG054594.D\data.ms 10N Ratio Lower Upper
82.1 82 100
95 10.1 6.2 9.4
138 18.0 11.6 17.4#
Raw 50
Abundance
391 54.1 138.1 9./104
ol ST [ A A 4000
miz--> 40 60 80 100 120 140
Abundance Scan 1143 (9.704 min): BG054594.D\data.ms (-1 3000
82.1
2000
Sub
50
sed 138.1 1000
67.1
O‘H“““HH“_“HH,‘HH,‘H‘,HH‘H e
miz--> 40 60 80 100 120 140 Time-> 9.65 9.70 9.75

Abundance Scan 1421 (11.737 min): BG054299.D\data.ms (- #35
5l:

5.1 Caprolactam
1131 Concen: 6.834 ng
41.1 85.1 ' RT: 11.719 min Scan# 1486
Ref 50 Delta R.T. -0.008 min
Lab File: BGO54594.D
67.1 Acq: 10 Aug 2022 18:53
0\‘\\\‘1“\‘1\\‘”}‘!‘!‘\‘\\\fhf\\\\‘\‘f\‘\‘\\g\Bi.‘O\\\\‘}\‘\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 18t Ion:113 Resp: 2385
Abundance Scan 1486 (11.719 min): BG054594.D\data.ms 1o Ratlo Lower Upper
55.1 113 100
55 182.0 169.8 209.8
2.1 85.0 1131 56 156.4 141.2 181.2
Raw 50
Abundance
‘ 67.1
o Al
N 1500
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1486 (11.719 min): BG054594.D\data.ms ( 9
531 1000
Sub 42.1 85.0 113.1
50 500
‘ 67.1
obrerll by e L oL
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 11.70

BGO54594.D 8270-BGO71522.M Thu Aug 11 16:11:37 2022 Page 6



Abundance Scan 1914 (14.633 min): BG054299.D\data.ms (1 #39

162.1 Acenaphthene-d10
Concen: 20.000 ng
RT: 14.610 min Scan# 1{gEigial=laiss
Ref 50 Delta R.T. -0.008 min u
Lab File: BG@54594.D [(GICHIEEIel(EI(CR
Acq: 10 Aug 2022 18:53 [CI=SR

0 4. \‘ H“ 106.0 13%1 \‘
TR PRI N e TR | ) )
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 55565
Abundance Scan 1978 (14.610 min): BG054594.D\datams 10N Ratlo Lower Upper
168.1 164 100
162 100.9 82.3 123.5
160 43.8 34.2 51.2
Raw 50
Abundance
601 14,510
o 108.1132.1 30000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1978 (14.610 min): BG054594.D\data.ms (
162.1 20000
Sub gy 10000
80.1
108.1132.1 ol
0, T T T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 14.60

Abundance Scan 2168 (16.126 min): BG054299.D\data.ms (- #42

329.7 2,4,6-Tribromophenol
Concen: 113.832 ng

RT: 16.108 min Scan# 2233

Ref 50 Delta R.T. -0.008 min
62.1 1429 Lab File: BGO54594.D
221.8 Acq: 10 Aug 2022 18:53
0‘\“\”\ ‘ “‘ \ 1‘”‘““““‘“\“HH‘H
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 132803

Abundance Scan 2233 (16.108 min): BG054594.D\data.ms 10N Ratio Lower Upper
320.7 330 100

332 97.2 76.0 114.0
141 20.8 27.1  40.7#

Raw 50
Abundance
16.108
o 60000
miz--> 50 100 150 200 250 300
Abundance Scan 2233 (16.108 min): BG054594.D\data.ms (
82p.1 40000
Sub
50 20000
62.1
0\‘\HhH\‘\\\\‘\N\\‘\““h\\““‘\\\\‘\\ L B
M/z--> 100 150 200 250 300 Time--> 16.00 16.10 16.20
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Abundance Scan 1680 (13.258 min): BG054299.D\data.ms ( #45

172.0 | 2-Fluorobiphenyl
Concen: 84.414 ng
RT: 13.229 min Scan# 11Eigial=lies
Ref 50 Delta R.T. -0.008 min
Lab File: BG@54594.D [(GICHIEEIel(EI(CR
Acq: 10 Aug 2022 18:53 [CI=SR

391 631 850 1200 146.0

m/z--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 332494

Abundance Scan 1743 (13.229 min): BG054594.D\datams = 10N Ratio Lower Upper
1700 172 100

171 36.0 28.5 42.7
1706 24.9 18.9 28.3

Raw 50
Abundance
200000 13.229
o 50.1 85.0 1200 1460
\\\“ I “\ T w”c,m M“, T i T T t w‘h“ T
m/z--> 40 60 80 100 120 140 160 150000
Abundance Scan 1743 (13.229 min): BG054594.D\data.ms (
172.0
100000
Sub
50 50000
ol 501 850 1200 1460 o]
www“ww”u“wH‘”w‘,mM“,Huiw”wu‘h‘w‘\“u L B A R B B
mlz--> 40 60 80 100 120 140 160 Time--> 13.20 13.30

Abundance Scan 2381 (17.377 min): BG054299.D\data.ms (| #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.360 min Scan# 2446
Ref 50 Delta R.T. -0.002 min
Lab File: BGO54594.D
Acq: 10 Aug 2022 18:53
4\2:}_ \‘\89\.0\”:‘[1\1'\9\ \1‘5‘?(\) \m\ T T T ‘2\65\é
miz--> 50 100 150 200 250 Tgt IOHZ:!.88 Resp: 137808
Abundance Scan 2446 (17.360 min): BG054594.D\datams = 10" Ratio Lower Upper
188.1 188 100
94 4.2 5.4 8.0#
80 4.7 6.8 10.2#
Raw 50
Abundance
80000 17,860
of21 ®laizo PTG
m/z--> 50 100 150 200 250 60000
Abundance Scan 2446 (17.360 min): BG054594.D\data.ms (
188.1
40000
Sub
50
20000
of21 ®laize PTG e
miz--> 50 100 150 200 250  Time--> 17.30 17.40
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Abundance Scan 3107 (21.643 min): BG054299.D\data.ms (- #76

240.1 Chrysene-d12
Concen: 20.000 ng
RT: 21.625 min Scan# 31gEigiil=gles
Ref 50 Delta R.T. -0.008 min u
Lab File: BG@54594.D [(GICHIEEIel(EI(CR
Acq: 10 Aug 2022 18:53 [CI=SR

66.1 12\0'1170'0 m \‘

miz--> 50 100 150 200 250 300 350 400 T8t Ton:248 Resp: 151745
Abundance Scan 3172 (21.625 min): BG054594.D\datams 10N Ratio Lower Upper
2401 240 100
120 3.7 4.6  7.0#
236 24.4 20.2 30.4
Raw 50
Abundance
21525
0. 71012001700 . | 2990 355.0 416. 80000
i bl 2990 8550 41€
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 3172 (21.625 min): BG054594.D\data.ms ( 60000
240.1
40000
Sub
50
20000
66.1 120.0 1800 | 340.9  416. ,
L5 el ST S <0 R L e ————
miz--> 50 100 150 200 250 300 350 400 Time--> 21.60  21.70

Abundance Scan 2825 (19.986 min): BG054299.D\data.ms (- #79

2441 Terphenyl-di4
Concen: 92.530 ng
RT: 19.968 min Scan# 2890
Ref 50 Delta R.T. -0.002 min
Lab File: BGO54594.D
Acq: 10 Aug 2022 18:53
541 106.1 160.159: 4
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\ . .
miz--> 50 100 150 200 250 300 350 I8t Ion:244 Resp: 767778
Abundance Scan 2890 (19.968 min): BG054594.D\datams = 10" Ratio Lower Upper
244.1 244 100
212 7.3 6.5 9.7
122 4.8 5.0 7.4%#
Raw 50
Abundance
500000 19.968
541 1061 160 1201 1. 355.
OF o p e e el 400000
miz--> 50 100 150 200 250 300 350
Abundance in):
Scan 2890 (19.968 min): B(32(‘)1544.1594.D\data.ms ( 300000
200000
Sub
50
100000
ol 541 1061 1915014 355. 0
P e Sl 9 T
m/z--> 50 100 150 200 250 300 350 Time--> 19.90 20.00
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Abundance Scan 3651 (24.839 min): BG054299.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 24.833 min Scan# 31Egl=glies
Ref 50 Delta R.T. -0.002 min
Lab File: BG@54594.D [(GICHIEEIel(EI(CR
Acq: 10 Aug 2022 18:53 [CI=SR

ols7.1 1321 1040 | 3409
AICE SN I L0 NP MRS o0 . .
miz--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 161139
Abundance Scan 3718 (24.833 min): BG054594.D\datams = 1oN Ratlo Lower Upper
264.1 264 100
260 23.6 19.0 28.6
265 20.5 17.4 26.2
Raw 50
Abundance
24833
50000
551 1321 2070 | 354
(] i NOF TS MIRUVIY? MENSEBINE Sl
m/z--> 50 100 150 200 250 300 350 40000
Abundance Scan 3718 (24.833 min): BG054594.D\data.ms (
264.1 30000
Sub 20000
50
10000
ol 70 1% 1939 [ aas e
miz--> 50 100 150 200 250 300 350 Time-> 24.80  25.00
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